Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125526.D

Acqg On : 16 Sep 2021 2:59
Operator : JU/CG

Sample : M3687-27 5X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Time: Sep 16 04:16:03 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Sep 15 15:08:32 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.869 152 157250 20.000 ng 0.00
21) Naphthalene-d8 8.151 136 566203 20.000 ng # 0.00
39) Acenaphthene-di10 9.910 164 256047 20.000 ng 0.00
64) Phenanthrene-d10 11.398 188 392348 20.000 ng 0.00
76) Chrysene-di12 14.051 240 274545 20.000 ng # 0.00
86) Perylene-di12 15.551 264 220874 20.000 ng 0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.487 112 162003 16.369 ng 0.00

7) Phenol-dé6 6.498 99 194329 14.774 ng -0.01
23) Nitrobenzene-d5 7.428 82 101160 8.821 ng -0.01
42) 2,4,6-Tribromophenol 10.698 330 32773 10.509 ng 0.00
45) 2-Fluorobiphenyl 9.222 172 227199 13.021 ng -0.01
79) Terphenyl-di4 12.980 244 180388 10.654 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 6.422 77 690 Below Cal # 81
20) 3+4-Methylphenols 7.316 107 4020 Below Cal # 64
25) Isophorone 7.428 82 101158 4.623 ng # 59
32) Benzoic acid 7.910 122 31902 5.954 ng 89
57) 2,4-Dinitrotoluene 9.910 165 32602 6.176 ng # 20

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91521\
Data File : BF125526.D

Acqg On : 16 Sep 2021 2:59
Operator : JU/CG

Sample : M3687-27 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Time: Sep 16 04:16:03 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©91521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Sep 15 15:08:32 2021

Response via : Initial Calibration

Abundance TIC: BF125526.D\data.ms
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Abundance Scan 813 (6.869 min): BF125500.D\data.ms (-80 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 6.869 min Scan# 813
Ref 50 115.0 Delta R.T. -0.000 min

78.0 Lab File: BF125526.D
‘ ‘ Acq: 16 Sep 2021  2:59
0 T \‘i T \‘\‘\ ‘ \ T \“‘ ‘ \ \ \ \ ‘ T \ \ ‘ \1\3\2\()‘ T \‘\“\ ‘\
miz--> 40 60 100 120 140 160 18t Ion:152 Resp: 157250

Abundance Scan813(6.869m|n). BF125526.D\datams 100 Ratio Lower Upper
150.0 152 100

150 156.5 117.6 176.4
115 58.0 47.1 70.7

Raw 50
115.0 Abundance
52.0 78.0
‘ ‘ 250000
0\\\‘i\\‘\‘\“‘\\\““\‘\\9?‘0\\\\“\\\\‘\\‘\“\‘\
m/z--> 40 60 80 100 120 140 160 200000
Abundance Scan 813 (6.869 min): BF125526.D\data.ms (-79
150.0 150000
Sub 50 100000
115.0
52.0 78.0 50000
Ot il 1.97:0 e
miz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85 6.90

Abundance Scan 579 (5.492 min): BF125500.D\data.ms (-57 #5
112.0 2-Fluorophenol

64.0 Concen: 16.369 ng
RT: 5.487 min Scan# 578
Ref 50 Delta R.T. -0.005 min

92.0 Lab File: BF125526.D
& ‘ Acq: 16 Sep 2021  2:59
L

3%0 500‘
I [

miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 162003

Abundance  Scan 578 (5.487 min): BF125526.D\datams 10N Ratio Lower Upper
112.0 112 100

64 66.8 44.2 66.2#

o

64.0 63 35.0 26.2 39.2
Raw 50
Abundance
92.0 5.487
38.0 50.0 ‘ ‘ 150000
0 \‘\\\‘U‘\\\\}‘\‘\1}“1\‘\\‘\\\\‘-‘\\‘\\‘\\\\‘\\\\‘ ‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 578 (5.487 min): BF125526.D\data.ms (-52 100000
112.0
64.0
Sub 50000 I
|
92.0 ‘
38.0 50.0 d ‘ J K
O e e e e e e
miz--> 30 40 50 60 70 80 90 100 110 120 Tijme--> 5.40 5.50 5.60
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Abundance Scan 752 (6.510 min): BF125500.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 14.774 ng
RT: 6.498 min Scan# 750
Ref 50 711 Delta R.T. -0.012 min
42.0 Lab File: BF125526.D
’ 54.0 Acq: 16 Sep 2021 2:59
OH‘\HUM\MH"‘E‘}‘\‘E‘1‘1‘!1“‘\‘\1\8‘2\.9\‘\HHHH‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 194329
Abundance  Scan 750 (6.498 min): BF125526.D\datams ~ 100 Ratlo Lower Upper
99.1 99 100
42 20.5 23.5 35.3#
71 34.8 25.6 38.4
Raw 50
71.1 Abundance
42.0
54.0
OH‘\H1}‘\‘1\\"”\‘1‘HM“‘?\1\8‘21.\0\\‘\\\”\\\\‘
Miz-> 30 40 50 60 70 80 90 100 150000
Abundance Scan 750 (6.498 min): BF125526.D\data.ms (-70
[e
93.1 100000
Sub
50 50000
71.1
42.0
54.0
Wl 820 It
Ot e e T T
miz--> 30 40 50 60 70 80 90 100 Time-> 645 650 6.55

Abundance Scan 737 (6.422 min): BF125500.D\data.ms (-73 #9

71.0 105.0 Benzaldehyde
Concen: Below Cal
51.0 RT: 6.422 min Scan# 737
Ref 50 Delta R.T. -0.000 min
Lab File: BF125526.D
39.0 63.0 Acq: 16 Sep 2021 2:59
0 \’H\‘N’HH“\‘\HN‘\-\\‘\‘M\‘\\8\\9"9\\\‘\\\‘\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 77 Resp: 690
Abundance  Scan 737 (6.422 min): BF125526.D\datams ~ 10N Ratlo Lower Upper
4319 77 100
55.0 76.9 105 90.3 75.9 115.9
104.9 106 72.2 84.0 124.0#
Raw 50
Abundance
600
0\’\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 737 (6.422 min): BF125526.D\data.ms (-68 400
51.0 76.9 104.9
38.
Sub
50 200
0 ‘,HH,“MWHH_Hwmwmwuwm‘m A B e
miz--> 30 40 50 60 70 80 90 100 110 Time--> 6.40 6.42 6.44
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Abundance Scan 883 (7 281 min): BF125500.D\data.ms (-87 #20

0 105.0 3+4-Methylphenols
Concen: Below Cal
RT: 7.316 min Scan# 889
Ref 501 430 Delta R.T. ©.035 min
Lab File: BF125526.D
Acq: 16 Sep 2021  2:59
1L 101 e e
0\\\‘\\”W“‘\‘\‘\H“\\m\\‘\ \\‘\\‘\\‘\\\\‘\\\\‘\\\\.‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:167 Resp: 4020
Abundance  Scan 889 (7.316 min): BF125526.D\datams 19" Ratlo Lower Upper
41.0 107.1 107 100
108 73.8 76.6 116.6#
77 25.7 53.3  93.3#
Raw gg 791 79  42.9 8.7 48.7
Abundance
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 889 (7.316 min): BF125526.D\data.ms (-83
107.1 |
500 g/‘
Sub 50 41.0 | | "\‘
N ‘U‘ “r“ |
| 1
om_‘““_wm N 0 “‘VH‘
miz--> 40 60 80 100 120 140 160 180 200 Time--> 730  7.40

Abundance Scan 1032 (8.157 min): BF125500.D\data.ms (-1 #21

136.1  Naphthalene-d8

Concen: 20.000 ng

RT: 8.151 min Scan# 1031

Ref 50 Delta R.T. -0.006 min
Lab File: BF125526.D
54.0 108.1 Acq: 16 Sep 2021  2:59
o280 - wBeo | il
mlz--> 40 60 80 100 120 140 T8t Ion:136 Resp: 566203

Abundance Scan 1031 (8.151 min): BF125526. D\datams 10N Ratio Lower Upper
136.1 136 100

137 11.2 9.8 14.6
54 10.4 6.4 9.6#
Raw s5g 68 5.8 3.3 4.9#
Abundance
54.0 108.1 600000
0\\3\9‘.‘0\\Mi‘1‘37\6}“?“19\0\.9\‘\‘!\\‘\\\‘M‘\\
miz--> 40 60 80 100 120 140
Abundance Scan 1031 (8.151 min): BF125526.D\data.ms (-9 400000
136.1
sub o 200000
54.0 108.1
oh3%0 - TR0l o
m/z--> 40 60 80 100 120 140 Time--> 8.10 8.20 8.30
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Abundance Scan 910 (7.439 min): BF125500.D\data.ms (-90 #23

82.1 Nitrobenzene-d5
Concen: 8.821 ng
54.0 RT: 7.428 min Scan# 908
Ref 50 128.1 Delta R.T. -0.011 min
Lab File: BF125526.D
98.0 Acq: 16 Sep 2021 2:59
0 49'\0 n“ . 68"0 el ‘ 112.1 i
LI ’ L ’ L ‘ T T T ‘ L ‘ L ‘
m/z--> 40 60 80 100 120 Tgt Ion: ] 82 RESpZ 101160
Abundance  Scan 908 (7.428 min): BF125526.D\datams ~ 100 Ratlo Lower Upper
82.1 82 100
128 40.5 40.6 60.8#
54.0 54 61.4 49.6 74.4
Raw 50
128.1 Abundance
98.1
0 49'\0 . “ . 68‘0 ol ‘ 112'0 . 100000
LI ’ T T ’ L ‘ L ‘ L ‘ L ‘
m/z--> 40 60 80 100 120
Abundance Scan 908 (7.428 min): BF125526.D\data.ms (-85
82.1
54.0 50000
Sub
50 128.1
98.1
0 49-\0 “ . 68‘0 il ‘ 112.0 . 1 - -
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 Time--> 7.40 7.45 7.50

Abundance Scan 954 (7.698 min): BF125500.D\data.ms (-94 #25

82.0 Isophorone
Concen: 4.623 ng
RT: 7.428 min Scan# 908
Ref 50 Delta R.T. -0.270 min
Lab File: BF125526.D
39.0 540 1381  Acq: 16 Sep 2021  2:59
0\\\‘i“\\‘i“‘\‘\“\\\W“\\\‘\|:\l]\_0\.0\‘\\\\“\\
miz--> 40 60 80 100 120 140 Tgt Ion:.82 Resp: 101158
Abundance  Scan 908 (7.428 min): BF125526.D\datams ~ 1°0 Ratio Lower Upper
82.1 82 100
95 0.0 6.5 9.7#
54.0 138 0.0 18.4 27.6#
Raw 50
1281 Abundance
7.428
98.1
oo | 100000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140
Abundance Scan 908 (7.428 min): BF125526.D\data.ms (-90
82.1
54.0 50000
Sub
50 128.1
‘ 98.1
o B0 M s
miz--> 40 60 80 100 120 140 Time--> 7.40 7.45 7.50
BF125526.D 8270-BF091521.M Thu Sep 16 04:16:11 2021
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Abundance Scan 997 (7.951 min): BF125500.D\data.ms (-98 #32

105.0 Benzoic acid
77.0 1220 concen: 5.954 ng
RT: 7.910 min Scan# 990
Ref 50 51.0 Delta R.T. -0.041 min
Lab File: BF125526.D
Acq: 16 Sep 2021 2:59
0 \‘\?ﬁ"o\\\\‘1\\\?&9‘\1‘”‘\\\\‘HH‘\\E\‘HH‘\‘H\‘\
m/z--> 30 40 50 60 70 80 90 100110120130 I8t Ion:122 Resp: 31902
Abundance  Scan 990 (7.910 min): BF125526.D\datams ~ 10N Ratlo Lower Upper
60.0 122 100
185 123.8 97.6 137.6
73.0 105.0 77 97.0 59.6 99.6
Raw 5g| 430 122.0
Abundance
87.0
0’ 15000 7'A10
miz--> 30 40 50 60 70 80 90 100 110 120 130 |
Abundance Scan 990 (7.910 min): BF125526.D\data.ms (-94
60.0 10000
73.0 105.0
Sub 122.0 5000
\ i N
O ‘”v‘”‘11”1““””“\‘!”\‘””‘w”w”lw”“w‘”w 0 NP
m/z--> 30 40 50 60 70 80 90 100 110 120 130 Time--> 7.90 8.00

Abundance Scan 1330 (9.910 min): BF125500.D\data.ms (-1 #39

162.1 Acenaphthene-di10

Concen: 20.000 ng

RT: 9.910 min Scan# 1330
Ref 50 Delta R.T. ©.000 min

Lab File: BF125526.D

Acq: 16 Sep 2021 2:59
54.0 82110611321 \ a P

G\\\\\\\\\\\\\\\\\\\\\\\\\\ TTT [T T T rrrrrT
m/z--> 40 60 80 100 120 140 160 180 200 220 T8t Ton:164 Resp: 256047
Abundance Scan 1330 (9.910 min): BF125526.D\data.ms 10" Ratio Lower Upper
164.1 164 100
162 98.4 81.3 121.9
160 45.5 38.8 57.0
Raw 50

Abundance

80.0
ol 107.0132.0 191.1 220. 250000
m/z--> 40 60 80 100 120 140 160 180 200 220 200000
Abundance Scan 1330 (9.910 min): BF125526.D\data.ms (-1
164.1 150000
Sub 100000
50
50000
80.0
0 5‘\1\0\‘\ il 106.1 13% 0 LUt 205.1 1
e e e e e e S s —mmmm
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.85 9.90 9.95
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Abundance Scan 1465 (10.704 min): BF125500.D\data.ms (- #42
329.6 2,4,6-Tribromophenol
Concen: 10.509 ng

62.0 RT: 10.698 min Scan# 1464
Ref 50 Delta R.T. -0.006 min
140.9 Lab File: BF125526.D
2218 Acq: 16 Sep 2021  2:59
oL \‘\‘ \i‘ 1 py ]J‘JO‘Z‘M%“ ;\‘ ‘\HM e UH“‘ : \‘l\\‘ AR
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 32773

Abundance Scan 1464 (10.698 min): BF125526.D\data.ms 1oN Ratio Lower Upper
320¢ 330 100

332 95.0 76.2 114.4
141 38.2 44.6 66.8#
Raw 50/ 62.0

142.9 Abundance
221.8
0 30000
m/z--> 50 100 150 200 250 300
Abundance Scan 1464 (10.698 min): BF125526.D\data.ms (-
20000
Sub
10000
- \\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 Time--> 10.70  10.80

Abundance Scan 1215 (9.233 min): BF125500.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl

Concen: 13.021 ng

RT: 9.222 min Scan# 1213
Ref 50 Delta R.T. -0.011 min

Lab File: BF125526.D
Acq: 16 Sep 2021 2:59

0 5:!7'()\ \85\-0 120.0 | 14\6.\\0 \‘
H\‘\H\‘\\M‘\‘\\‘\“\\Hi\‘\\\‘i\‘\‘\“\\\‘\ . .

m/z--> 40 60 80 100 120 140 160 180 I8t Ion:172 Resp: 227199
Abundance Scan 1213 (9.222 min): BF125526.D\datams 10N Ratlo Lower Upper

1721 172 100
171 34.1 26.5 39.7
170 23.6 18.8 28.2
Raw 50
Abundance
51.0 8§D 1200 1511 250000
Ol \“ —lr \“”\ il “\‘\ \‘\“ T T i T T Lt \“ !
m/z--> 40 60 80 100 120 140 160 180 200000
Abundance Scan 1213 (9.222 min): BF125526.D\data.ms (-1
172.1 150000
sub 100000
50
50000
o 51.0 85‘-0 120.0 14(‘3.“0 ol
IR o e A S T
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.20 9.30
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Abundance Scan 1363 (10.104 min): BF125500.D\data.ms (- #57

890 165.0 2,4-Dinitrotoluene
’ Concen: 6.176 ng
63.0 RT: 9.910 min Scan# 1330
Ref 50 Delta R.T. -0.194 min
119.0 Lab File: BF125526.D
‘ ‘ ‘ Acq: 16 Sep 2021  2:59
0 \\\““\‘\‘!‘\“\H\\H‘\HWN\M\’\\\\‘\\\\‘\\\\’\‘\‘\\“\\\\‘\\\\’\\
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:165 Resp: 32602
Abundance Scan 1330 (9.910 min): BF125526 D\datams 1on Ratio Lower Upper
A1 165 100
63 1.5 40.9 61.3#
89 1.4 59.7 89.5#
Raw gg 182 0.0 0.0 0.0
Abundance
80.0 9.910
o 107.0132.0 191.1 220.( 30000
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1330 (9.910 min): BF125526.D\data.ms (-1
1 20000
Sub gy 10000
O' 190.1 217.1 ,\\/\-\\ T ‘ T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.90

Abundance Scan 1583 (11.398 min): BF125500.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.398 min Scan# 1583
Ref 50 Delta R.T. ©.000 min
Lab File: BF125526.D
80. Acq: 16 Sep 2021 2:59
0\4\2.?‘\‘\”1 “ 1\18\(\) \1‘5?\1 m\ I — ‘2\67\7\
m/z--> 50 lOO 150 200 250 Tgt IOI’]Z:!.SS Resp: 392348
Abundance Scan 1583 (11.398 min): BF125526.D\data.ms Ion Ratio Lower Upper
188.1 188 100
94 8.7 6.7 10.1
80 9.5 7.5 11.3
Raw 50
Abundance
11.898
80.0
NN 122115‘ﬂ 231.2 272 400000
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
Abundance Scan 1583 (11.398 min): BF125526.D\data.ms (- 300000
188.1
200000
Sub
50
100000
80.0
0420 77y 1201 101 || 2201 2571 e
m/z--> 50 100 150 200 250 Time--> 1130 1140
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Abundance Scan 2034 (14.051 min): BF125500.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.051 min Scan# 2034
Ref 50 Delta R.T. -0.000 min
Lab File: BF125526.D
Acq: 16 Sep 2021 2:59
0\\‘6\6\0\\‘1‘\2&]\1\‘\\1\9\4;; L\w“‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 Tgt Ion:248 Resp: 274545
Abundance Scan 2034 (14.051 min): BF125526.D\datams 10N Ratlo Lower Upper
240.2 240 100
120 9.7 10.8 16.2#
236 26.2 21.6 32.4
Raw 50
Abundance
55.0 300000 14.p51
ol l\‘ J\‘ \h_“‘m\‘ ol \‘ 31 .. 291:2336.2380.¢
miz--> 50 100 150 200 250 300 350
Abundance Scan 2034 (14.051 min): BF125526.D\data.ms (- 200000
240.2
Sub
50 100000
118.1
o, 891 1701 .} 2851 3453 0 /
e T
m/z--> 50 100 150 200 250 300 350  Time--> 14.00  14.10

Abundance Scan 1853 (12.986 min): BF125500.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 10.654 ng

RT: 12.980 min Scan# 1852

Ref 50 Delta R.T. -0.006 min
Lab File: BF125526.D
Acq: 16 Sep 2021 2:59
[0 \5‘4‘..\0\ [ ‘1\2\‘2\1\1‘6\0\1\1\?}\‘\MM‘ LA
miz--> 50 100 150 200 250 300 Tgt Ion:244 Resp: 180388
Abundance Scan 1852 (12.980 min): BF125526.D\data.ms Ion Ratio Lower Upper
244.2 244 100
212 6.4 5.9 8.9
122 12.0 9.0 13.4
Raw 50
Abundance
55.0
%l ol 200000
0' ‘\‘h‘\‘m “‘ ““ ‘198%\‘\‘\““ T \3\0‘2\.3\ 1
m/z--> 50 100 150 200 250 300 150000
Abundance Scan 1852 (12.980 min): BF125526.D\data.ms (-
244.2
100000
Sub
50
50000
122.1
ol 220 19011081 | 287.1 330, 0
ettt L e S T
miz--> 50 100 150 200 250 300 Time--> 12.90 13.00
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Abundance Scan 2286 (15.533 min): BF125500.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.551 min Scan# 2289

Ref 50 Delta R.T. ©0.018 min
Lab File: BF125526.D
132.1 Acq: 16 Sep 2021  2:59
ol570 | 2040 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ . .
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 220874
Abundance Scan 2289 (15.551 min): BF125526.D\data.ms 10" Ratio Lower Upper
264.2 264 100
260 24.2 19.6 29.4
265 21.9 17.2 25.8
Raw 50
Abundance
15.551
o 316.2 385.4438.; 150000
\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 2289 (15.551 min): BF125526.D\data.ms (-
264.1 100000
Sub
50 50000
132.1
oL 760 | 2081 || 3251 385.4 442, 0
o e e il 989- 2 SER- T AL T
miz--> 50 100 150 200 250 300 350 400 Time--> 1550 15.60
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