Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122946.D

Acq On : 8 Jan 2021 18:01
Operator : JU/CG

Sample : Mle44-05

Misc

ALS vial : 12 Sample Multiplier: 1

Quant Time: Jan 08 23:30:29 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jan 08 16:17:19 2021

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.916 152 192477 20.00 ng 0.00
21) Naphthalene-d8 8.198 136 717765 20.00 ng 0.00
39) Acenaphthene-di10 9.957 164 368547 20.00 ng 0.00
64) Phenanthrene-d10 11.451 188 639171 20.00 ng 0.00
76) Chrysene-di12 14.098 240 454432 20.00 ng 0.00
86) Perylene-di12 15.586 264 501657 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.534 112 1312294 102.35 ng 0.00

7) Phenol-d6 6.534 99 1628143 93.58 ng 0.00
23) Nitrobenzene-d5 7.475 82 967259 66.63 ng 0.00
42) 2,4,6-Tribromophenol 10.745 330 426517 102.46 ng -0.01
45) 2-Fluorobiphenyl 9.281 172 1779924 68.46 ng 0.00
79) Terphenyl-di4 13.045 244 1616960 65.93 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde .457 77 488 Below Cal # 79

10) Phenol .545 94 91493 5.31 ng 83

19) n-Nitroso-di-n-propyla...
25) Isophorone
50) Dimethylphthalate

475 70 127734 12.03 ng # 77
967057 37.15 ng # 65
.669 163 90220 3.29 ng 99
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51) 2,6-Dinitrotoluene .957 165 48427 8.26 ng # 31
57) 2,4-Dinitrotoluene .957 165 48427 6.46 ng # 25
67) 4-Bromophenyl-phenylether 10.745 248 27186 3.52 ng # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed

8270-BF010721.M Fri Jan 08 23:30:36 2021 1



Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010821\
Data File : BF122946.D

Acq On : 8 Jan 2021 18:01
Operator : JU/CG

Sample : Mle44-e5

Misc :

ALS vial : 12 Sample Multiplier: 1

Quant Time: Jan @8 23:30:29 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jan 08 16:17:19 2021
Response via : Initial Calibration

Abundance TIC: BF122946.D\data.ms
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Abundance  scan 822 (6.922 min): BF122929.D\data.ms (- #1
150.0 1,4-Dichlorobenzene-d4

Concen: 20.00 ng
RT: 6.916 min Scan# 821

Ref Delta R.T. -0.006 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01
miz--> 40 60 80 100 120 140 160 180 200  Tgt Ion:152 Resp: 192477
Abundance  scan 821 (6.916 min): BF122946.D\data.ms Ton Ratio Lower Upper
150.0 152 100
150 156.3 125.8 188.6
115 60.2 49.3 73.9
Raw
Abundance
400000
m/z--> 40 60 80 100 120 140 160 180 200 300000 A
Abundance  Scan 821 (6.916 min): BF122946.D\data.ms (- '
' 200000
Sub
100000
0
'I_'_'_'_r'_'_'_'_'_'_"
miz--> 40 60 80 100 120 140 160 180 200  Time--> 690 6.95
Abundance  scan 586 (5.534 min): BF122929.D\data.ms (- #5
112.0 2-Fluorophenol
Concen: 102.35 ng
64.0 RT: 5.534 min Scan# 586
Ref 50 Delta R.T. -0.000 min
Lab File: BF122946.D
381 | Acq: 8 Jan 2021 18:01
o Bl L1 | 1350 1650 2070
ettt e e TR e e e
mz--> 40 60 80 100 120 140 160 180 200  Tgt Ion:112 Resp: 1312294
Abundance  scan 586 (5.534 min): BF122946.D\data.ms Ton Ratio Lower Upper
1120 112 100
64 58.6 46.9 70.3
64.1 63 29.0 24.5 36.7
Raw 50
Abundance
‘ d 5.%34
38.1
g, 207.0
0III"|IIIII|IIIII|IIII|II II|IIII|IIII|IIII|IIII|IIII 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  scan 586 (5.534 min): BF122946.D\data.ms (-
112.0
<ub 64.1 500000
50
B .fﬁkl e 2070 0 J L
TTT T[T T[T T[T T[T T T [ TT T r[TTTT[TTrr[rrorr —v—v—|—v—v—v—v—|—v—r—v—
miz--> 40 60 80 100 120 140 160 180 200 Time--> 550 5.60
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Abundance  scan 757 (6.540 min): BF122929.D\data.ms (-
99.1

#7
Phenol-d6

Concen: 93.58 ng

RT: 6.534 min Scan# 756
Ref 50 Delta R.T. -0.006 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01
0 123.0147.0 179.1 207.0
miz--> 40 60 80 100 120 140 160 180 200  Tgt Ion: 99 Resp: 1628143
Abundance  scan 756 (6.534 min): BF122946.D\data.ms Ton Ratio Lower Upper
od.1 99 100
42 15.8 13.8 20.6
71 30.7 26.9 40.3
Raw 50
71.1 Abundance
91 1500000 6.634
0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  Scan 756 (6.534 min): BF122946.D\data.ms (- 1000000
99.1
Sub 500000
5
71.1
42.1
0 0
'_'_'_r'_'_'_'_l_'_h
miz--> 40 60 80 100 120 140 160 180 200  Time-> 650  6.60
Abundance  scan 745 (6.469 min): BF122929.D\data.ms (- #9
71.0 10%.0 Benzaldehyde
Concen: Below Cal
RT: 6.457 min Scan# 743
Ref 50 51.0 Delta R.T. -0.012 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01
k38 el 230
m/z--> 40 60 80 100 120 140 Tgt Ion: 77 Resp: 488
Abundance  scan 743 (6.457 min): BF122946.D\data.ms I?; E;;lo Lower  Upper
60.0
43.9 105 73.0 80.6 120.6#
106 83.4 77.2 117.2
Raw 50
Abundance
7.0 106.1
o 800
m/z--> 40 60 80 100 120 140
Abundance  scan 743 (6.457 min): BF122946.D\data.ms (- 600 6457
60.0
400
Sub
) %0 200
41.0 7.0 106.1
NI | T T 0
Trr[rrrr [ rrrryrrrryrrrrrrrroro T "_V_l_'_'_'_'_
m/z--> 40 60 80 100 120 140 Time--> 6.45
BF122946.D 8270-BF010721.M Fri Jan 08 23:30:40 2021

Page 4



Abundance  scan 759 (6.551 min): BF122929.D\data.ms (- #10

94.0 Phenol

Concen: 5.31 ng

RT: 6.545 min Scan# 758
Delta R.T. -0.006 min

Lab File: BF122946.D
Acq: 8 Jan 2021 18:01

Ref 50

133.0 193.1
miz--> 50 100 150 200 250 Tgt Ion: 94 Resp: 91493

Abundance  scan 758 (6.545 min): BF122946.D\data.ms Igz E;;lo Lower  Upper

65 25.2 11.2 51.2
66 31.4 25.8 65.8

Raw
Abundance
6.%45
miz--> 50 100 150 200 250 100000
Abundance  scan 758 (6.545 min): BF122946.D\data.ms (-
94.0
Sub 50000
50
:
0 281.( 0
"_'—I_'_'_'_'—r'_'_'_'_r"
m/z--> 50 100 150 200 250 Time--> 6.50 6.55 6.60

Abundance  scan 892 (7.334 min): BF122929.D\data.ms (- #19

43.1 70.0 105.0 n-Nitroso-di-n-propylamine
Concen: 12.03 ng
RT:  7.475 min Scan# 916
Ref 50 Delta R.T. ©.141 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01
ol 165.0191.1 221.C
mz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: 70 Resp: 127734
Abundance  scan 916 (7.475 min): BF122946.D\data.ms Ton Ratio Lower Upper
8d1 70 100
42  44.3 43.0 64.4
1ol 0.0 7.9 11.9%
Raw 5| 54.1 128.1 136 2.2 18.5 27.7#
Abundance
7.475
Ol ) 168.9
AL AREAN LAY LS LA LSS RALAN AL LRI KRS B
m/z--> 40 60 80 100 120 140 160 180 200 220 100000
Abundance scan 916 (7.475 min): BF122946.D\data.ms (-
82.1
50000
Sub ol s41 128.1
Fo) I ‘ 168.9 01
AL AREAN LAY LS LA LA RALAN SARLN LRI KRS B
miz--> 40 60 80 100 120 140 160 180 200 220 Time..> 7.40 7.50
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Abundance  scan 1040 (8.204 min): BF122929.D\data.ms = #21
136.1 Naphthalene-d8

Concen: 20.00 ng
RT: 8.198 min Scan# 1039

Ref 50 Delta R.T. -0.006 min
Lab File: BF122946.D
54.1 108.1 Acq: 8 Jan 2021 18:01
0 T T |II T III “%.OI | II T Illl | T T T T | |22|2.|8
mz--> 50 100 150 200 Tgt Ion:136 Resp: 717765
Abundance scan 1039 (8.198 min): BF122946.D\datams 10" Ratlo  Lower Upper
136.1 136 100
137 11.3 8.8 13.2
54 8.1 5.5 8.3
Raw 5 68 6.7 4.6 6.8
Abundance
8.198
54.0 108.1 800000
821 168.9
—
- 50 100 150 200
m/z.-> 600000
Abundance  Scan 1039 (8.198 min): BF122946.D\data.ms
136.1
400000
Sub
%0 200000
54.0 108.1
O T T |‘| T \"88‘.1' T ‘l T l“ T T T T T LI | T T T O_'_'_'_|_'_'_'_'_|
miz--> 50 100 150 200 Time--> 8.20

Abundance  scan 917 (7.481 min): BF122929.D\data.ms (- #23

82.0 Nitrobenzene-d5
Concen: 66.63 ng
540 RT: 7.475 min Scan# 916
Ref 50 : 128.0 Delta R.T. -0.006 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01
Oyt N 07.0 | 149.1
S B A EEEEEIE s s SR S
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 82 Resp: 967259
Abundance  scan 916 (7.475 min): BF122946.D\data.ms Ton Ratio Lower Upper
8d 1 82 100
128 46.2 37.0 55.4
54 47.2 38.4 57.6
Raw 50 54.1 128.1
Abundance
1000000 7.475
Ol ) [108.0 | 146.9 168.9
R R E I s o L S
m/z--> 40 60 80 100 120 140 160 800000
Abundance in)- |
Scan 916 (7.48725 ;nln). BF122946.D\data.ms ( 600000
400000
sub 54.1 128.1
200000
Ol | .| [108.0 | 146.9 168.9 0
TT T[T [ rr T rr [ r i rrrrrrorrr _|_l_l_l_l_|_l_l_l_|'
m/z--> 40 60 80 100 120 140 160  Time..> 740  7.50
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Abundance  scan 961 (7.739 min): BF122929.D\data.ms (- #25
82.1

Ref
miz--> 40 60 80 100 120 140 160
Abundance  scan 916 (7.475 min): BF122946.D\data.ms
82.1
Raw 50
o 146.9 168.9
miz--> 40 60 80 100 120 140 160

Abundance  Scan 916 (7.475 min): BF122946.D\data.ms (-

Sub

146.9 168.9
miz--> 40 60 80 100 120 140 160

Abundance  scan 1339 (9.963 min): BF122929.D\data.ms

Ref 50

108.1 132.1

miz--> 40 60 80 100 120 140 160
Abundance  scan 1338 (9.957 min): BF122946.D\data.ms

Raw 50

106.0 132.1

miz--> 40 60 80 100 120 140 160

Abundance  Scan 1338 (9.957 min): BF122946.D\data.ms
162.1

Sub 50

80.1

5%'1 Ll 108.1 132.0 “‘

miz--> 40 60 80 100 120 140 160

o

BF122946.D 8270-BF010721.M Fri Jan @8 23:

Isophorone

Concen: 37.15 ng

RT:  7.475 min Scan# 916
Delta R.T. -0.265 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01
Tgt Ion: 82 Resp: 967057
Ion Ratio Lower Upper
82 100
95 0.0 5.8 8.6#
138 0.0 14.6 21.8#
Abundance
1000000 7.475
800000
600000
400000
200000
01
_'_'_'_l_l_l_l_l_
Time--> 7.50
#39

Acenaphthene-d10
Concen: 20.00 ng

RT: 9.957 min Scan# 1338
Delta R.T. -0.006 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01
Tgt Ion:164 Resp: 368547
Ion Ratio Lower Upper
164 100
162 99.4 80.8 121.2
160 45.2 35.4 53.0
Abundance
9.957
400000
300000
200000
100000
0
Time> 9.90 10.00
30:42 2021
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Abundance  scan 1474 (10.757 min): BF122929.D\data.ms #42
32p.€ 2,4,6-Tribromophenol

Concen: 102.46 ng

Ref

m/z-->

Abundance  scan 1472 (10.745 min): BF122946.D\data. me

m/z-->

Abundance  scan 1472 (10.745 min): BF122946.D\data. me

Ref 50
04
m/z-->
Abundance
Raw 50
04
m/z-->
Abundance
Sub
50
0
m/z-->

BF122946.D 8270-BF010721.M

50 100 150 200 250 300

50 100 150 200 250 300

329.€

50 100 150 200 250 300

51.0 80 1900

40 60 80 100 120 140 160
Scan 1223 (9.281 min): BF122946.D\data.ms

391 630 80 1200 1511

40 60 80 100 120 140 160

Scan 1223 (9.281 min): BF122946.D\data.ms
172.1

390 630 850 1200 1521

R A mmEE

40 60 80 100 120 140 160

Fri Jan 08 23:

RT: 10.745
Delta R.T.
Lab File:
Acq: 8 Jan
Tgt Ion:330
Ion Ratio
330 100
332 94.9
141 30.9

Abundance

400000

300000

200000

100000

0

min Scan# 1472
-0.012 min
BF122946.D

2021 18:01

Resp: 426517
Lower Upper

77.5 116.3
23.8 35.8

10.(45

I

Time-.> 10.65

#45

10.87

2-Fluorobiphenyl
Concen: 68.46 ng

RT: 9.281
Delta R.T.
Lab File:
Acq: 8 Jan

Tgt Ion:172
Ion Ratio
172 100
171 36.6
170  25.3

Abundance

1500000

1000000

500000

0

min Scan# 1223
-0.000 min
BF122946.D
2021 18:01

Resp: 1779924
Lower Upper

29.6 44.4
19.5 29.3

Time--> 920

30:43 2021

9.30
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Abundance  scan 1292 (9.686 min): BF122929.D\data.ms  #50

168.1 Dimethylphthalate

Concen: 3.29 ng

RT: 9.669 min Scan# 1289
Delta R.T. -0.018 min

Lab File: BF122946.D

Acq: 8 Jan 2021 18:01

Ref 50

77.0

51.0 104.0 133.0

m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:163 Resp: 90220
Abundance - Scan 1289 (9.669 min): BF122946.D\datams 1on Ratio Lower Upper

163 100
194 4.5 3.4 5.0
164 9.8 8.1 12.1
Raw
Abundance
100000 9,469
miz--> 40 60 80 100 120 140 160 180 80000
Abundance  scan 1289 (9.669 min): BF122946.D\data.ms
60000
Sub 40000
20000
o JA
mz--> 40 60 80 100 120 140 160 180 Time--> 9.65 9.70

Abundance  scan 1301 (9.739 min): BF122929.D\data.ms = #51

165.0 2,6-Dinitrotoluene
Concen: 8.26 ng
63.0 89.0 RT: 9.957 min Scan# 1338
Ref 50 ' Delta R.T. 0.218 min
9.0 121.0 kib-Flle: BF122946:D
| " | | | q: 8 Jan 2021 18:01
o b b bl d L L o
m/z--> 40 60 80 100 120 140 160 180 200  Tgt Ion:165 Resp: 48427
Abundance  scan 1338 (9.957 min): BF122946.D\data.ms Ton Ratio Lower Upper
Toh1 165 100
63 0.9 36.6 55.0#
89 1.4 39.4 59.0#
Raw 50
Abundance
80.1 0.457
0 106.0 132.1
m/z--> 40 60 80 100 120 140 160 180 200
z 40000
Abundance  Scan 1338 (9.957 min): BF122946.D\data.ms
A
Sub 20000
50
80.1
o 106.0 132.1 0
_'_'_'_'_|_
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 9.90 10.00

BF122946.D 8270-BF010721.M Fri Jan 08 23:30:44 2021 Page 9



Abundance  scan 1370 (10.145 min): BF122929.D\data.ms #57
2,4-Dinitrotoluene

165.0
Ref
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  scan 1338 (9.957 min): BF122946.D\data.ms
164.1
Raw 50
0 106.0 132.1
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  scan 1338 (9.957 min): BF122946.D\data.ms
164.1
Sub
50
0 106.0 132.1
m/z--> 40 60 80 100 120 140 160 180 200

Abundance  scan 1592 (11.451 min): BF122929.D\data.ms
188.1
Ref 50
80.1 160.1
ol 520 | 4020 1321 ~ I
SRS MMNT B oMM | MEMSEMRS | M
miz--> 40 60 80 100 120 140 160 180
Abundance  scan 1592 (11.451 min): BF122946.D\data. me
188.1
Raw 50
94.1 160.1
ol421 660 130.1 I
s Y AT NN o ooMMYTT MBMBENS | M
miz--> 40 60 80 100 120 140 160 180
Abundance  Scan 1592 (11.451 min): BF122946.D\data. me
188.1
Sub
50
80.1 160.1
oL 540, 1" 1020 1301 " |
SRS RMVY B oMU BMRENRS !
miz--> 40 60 80 100 120 140 160 180
BF122946.D 8270-BF010721.M Fri Jan 08 23:

Concen: 6.46 ng
RT: 9.957 min Scan# 1338
Delta R.T. -0.188 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01
Tgt Ion:165 Resp: 48427
Ion Ratio Lower Upper
165 100
63 0.9 34.3 51.5#
89 1.4 55.2 82.8#
182 0.0 2.2 3.2#
Abundance
9.957
40000
20000
0
Time--> 9.90 10.00
#64

Phenanthrene-d1e
Concen: 20.00 ng

RT: 11.451 min Scan# 1592
Delta R.T. -0.000 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01
Tgt Ion:188 Resp: 639171
Ion Ratio Lower Upper
188 100
94 8.9 7.4 11.2
80 9.3 8.2 12.4
Abundance
11451
600000
400000
200000
0
Time> 11.38 11.50
30:45 2021
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Abundance  scan 1515 (10.998 min): BF122929.D\data.ms #67

.0 4-Bromophenyl-phenylether
Concen: 3.52 ng
RT: 10.745 min Scan# 1472
Delta R.T. -0.253 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01

Ref

T rrrprrro
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 27186

Abundance . Scan 1472 (10.745 min): BF122946. Didatame _O0  1o%30  Lower Upper

250 208.5 76.8 115.2#
141 484.8 59.8 89.8#

Raw
Abundance
150000
miz--> 50 100 150 200 250 300
Abundance  scan 1472 (10.745 min): BF122946.D\data.me  -000°0
329.€
Sub 50000
10745
. 0
-
miz--> 50 100 150 200 250 300  Tyme.> 10.69 10.78

Abundance  scan 2043 (14.104 min): BF122929.D\data.ms #76

24D.2 Chrysene-d12
Concen: 20.00 ng
RT: 14.098 min Scan# 2042
Ref 50 Delta R.T. -0.006 min
Lab File: BF122946.D
120.1 Acq: 8 Jan 2021 18:01
o 54.0 4, 156.1 199.1 Iil 281.0
el an B L L e
m/z--> 50 100 150 200 250 300 Tgt Ion:240 Resp: 454432
Abundance  Scan 2042 (14.098 min): BF122946.D\datame 107 Ratio Lower Upper
24b.2 240 100
120 11.3 8.6 12.8
236 26.0 20.3 30.5
Raw 50
Abundance
1201 500000{  14.p98
o440 811 180.1 302.1
miz--> 50 100 150 200 250 300 400000
Abundance scan 2042 (14.098 min): BF122946.D\data.ms
( ) 240.2 300000
Sub 200000
50
100000
120.1
of2.1 801, | 1841 ' 2810 0]
Trrrrrprrrrprrrrop e e T _l_l_l_l_l_
m/z--> 50 100 150 200 250 300 Time..> 14.01 14.20
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Abundance  scan 1864 (13.051 min): BF122929.D\data.ms #79
244.2 Terphenyl-di4

Concen: 65.93 ng
RT: 13.045 min Scan# 1863

Ref Delta R.T. -0.006 min
Lab File: BF122946.D
Acq: 8 Jan 2021 18:01
m/z--> 50 100 150 200 250 300 Tgt Ion:244 Resp: 1616960

Abundance  scan 1863 (13.045 min): BF122946.D\data.ms Ton Ratio Lower Upper

244 100
212 7.5 5.7 8.5
122 10.4 8.3 12.5
Raw
Abundance
13,045
1500000
m/z--> 50 100 150 200 250 300
Abundance  scan 1863 (13.045 min): BF122946.D\data.ms 1000000
Sub 500000
04
_'_'_'_'_I_
miz--> 50 100 150 200 250 300 Time..> 12.93 13.18

Abundance  scan 2296 (15.592 min): BF122929.D\data.ms #36

264.1 Perylene-d12
Concen: 20.00 ng
RT: 15.586 min Scan# 2295
Ref 50 Delta R.T. -0.006 min
1391 Lab File: BF122946.D
’ Acq: 8 Jan 2021 18:01
0450 88.1 j| 180.1
e e e
m/z--> 50 100 150 200 250 300 350 Tgt Ion:264 Resp: 501657
Abundance scan 2295 (15.586 min): BF122946.D\data.ms Ion Ratio Lower Upper
26h. 264 100
260 24.2 18.6 28.0
265 21.8 17.0 25.6
Raw 50
Abundance
132.1 400000 15 kgg
40880, | 2081 || so71 3es
e e e e e T
miz--> 50 100 150 200 250 300 350 300000
Abundance  scan 2295 (15.586 min): BF122946.D\data. me
264.1 200000
Sub
50 100000
132.1
1.0 88.0 N 204.1 h 307.1 363. 0
TI[rrrr[rri T rrr [T [T T[T T _'_'_'_V_l_
miz--> 50 100 150 200 250 300 350 Time..> 15.48 15.70
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