Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30121\
Data File : BF123320.D

Acqg On : 1 Mar 2021 10:33
Operator : JU/CG

Sample : PB134844BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Mar 01 10:54:30 2021
Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Feb 19 16:08:53 2021

Response via :

Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
Internal Standards
1) 1,4-Dichlorobenzene-d4 6.851 152 139938 20.00 ng 0.00
21) Naphthalene-d8 8.133 136 572327 20.00 ng #-0.01
39) Acenaphthene-di10 9.892 164 292473 20.00 ng -0.01
64) Phenanthrene-d10 11.380 188 550306 20.00 ng #-0.01
76) Chrysene-di12 14.033 240 441209 20.00 ng -0.01
86) Perylene-di12 15.509 264 390577 20.00 ng 0.00
System Monitoring Compounds
5) 2-Fluorophenol 5.487 112 1232794 126.81 ng 0.01
7) Phenol-dé6 6.487 99 1608958 121.82 ng 0.00
23) Nitrobenzene-d5 7.416 82 1085204 86.80 ng -0.01
42) 2,4,6-Tribromophenol 10.686 330 381507 128.10 ng -0.01
45) 2-Fluorobiphenyl 9.216 172 1718364 84.39 ng 0.00
79) Terphenyl-di4 12.980 244 1877166 81.81 ng 0.00
Target Compounds Qvalue
9) Benzaldehyde 6.487 77 2320 Below Cal # 1
19) n-Nitroso-di-n-propyla... 7.416 70 148282 18.87 ng # 79
25) Isophorone 7.416 82 1072558 45.88 ng # 65
51) 2,6-Dinitrotoluene 9.892 165 37594 7.46 ng # 32
57) 2,4-Dinitrotoluene 9.892 165 37594 5.55 ng # 26
67) 4-Bromophenyl-phenylether 10.686 248 28398 4.73 ng # 1

(#) = 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@30121\
Data File : BF123320.D

Acqg On : 1 Mar 2021 10:33
Operator : JU/CG

Sample : PB134844BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Time: Mar 01 10:54:30 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Feb 19 16:08:53 2021

Response via : Initial Calibration

Abundance TIC: BF123320.D\data.ms
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Abundance Scan 811 (6.857 min): BF123227.D\data.ms (-80 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 6.851 min Scan# 810
Ref 50 115.0 Delta R.T. -0.006 min
78.0 Lab File: BF123320.D
Acg: 1 Mar 2021 10:33
0\\\‘}\\‘\‘\‘\\\“‘\\\\‘\\\}‘\\\\‘\\“\“\‘\
m/z--> 100 120 140 160 Tgt IOHZ%SZ RESpZ 139938
Abundance  Scan 810 (6.851 mln). BF123320.D\datams | 10N Ratio Lower Upper
1500 152 100
150 156.0 125.8 188.6
115 69.0 49.3 73.9
Raw  5p 115.0 .
78.0 undance ‘
520 250000 )
0\\\‘i\\‘!‘\‘\\\““‘\“\\§‘9\\\}“\]-\3\]“\7‘\\‘\“\‘\ “
miz-> 40 60 80 100 120 140 160 200000 |
Abundance
150.0 150000
100000
Sub
R 115.0
520 780 50000
miz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85 6.90

Abundance Scan 576 (5.475 min): BF123227.D\data.ms (-57 #5

112.0 2-Fluorophenol
Concen: 126.81 ng
64.0 RT: 5.487 min Scan# 578
Ref 50 Delta R.T. 0.012 min
Lab File: BF123320.D
Acg: 1 Mar 2021 10:33
1 | | i
0\\\"\\h\‘\‘H\‘\\‘\“\\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\'\\
m/z--> 40 60 80 100 120 140 160 180 200  'gt Ion:112 Resp: 1232794
Abundance  Scan 578 (5.487 min): BF123320.D\datams | 100 Ratio Lower Upper
112.0 112 100
64 64.0 46.9 70.3
64.0 63 34.9 24.5 36.7
Raw 50
Abundance
39.1 ‘ ‘ L
0\\\‘H’\\h\w“‘\‘\\‘\‘8\6\.\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
112.0
64.0 500000
Sub
50
39.1
o . .
miz--> 40 60 80 100 120 140 160 180 200 Time-> 540 550 5.60
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99.1

Abundance Scan 749 (6.492 min): BF123227.D\data.ms (-74 #7

Phenol-d6
Concen: 121.82 ng
RT: 6.487 min Scan# 748

Ref 50 Delta R.T. -0.006 min
Lab File: BF123320.D
421 Acq: 1 Mar 2021 10:33
ol uh\\“mH\ o o aoma 28
miz--> 100 150 200 250 Tgt Ion: 99 Resp: 1608958
Abundance  Scan 748 (6.487 min) BF123320.D\data.ms | 1oN  Ratio  Lower Upper
99.1 99 100
42 20.4 13.8 20.6
71  40.1 26.9 40.3
Raw 50
Abundance
42.1
0“\\‘\“\\\““\“”\“H_H““H_z‘s‘o.‘s
miz--> 100 150 200 250 1000000
Abundance
99.1
sub 500000
50
42.1
Oy 2805 AR RARARRARARE
miz--> 50 100 150 200 250 Time--> 6.40 6.50 6.60

105.0

43.1

Abundance Scan 882 (7.275 min): BF123227.D\data.ms (-87 #19
n-Nitroso-di-n-propylamine
Concen: 18.87 ng

RT: 7.416 min Scan# 906
Ref 50 Delta R.T. 0.141 min
Lab File: BF123320.D
‘ ‘ Acq: 1 Mar 2021 16:33
0+ ‘L‘ l‘”‘“\“‘ \L‘m”i 4 “ H\‘ !‘ P‘%Z;\ \2?7\ :\l\ T \281\0 \3\26\
miz--> 50 100 150 200 250 300 Tgt Ion: 7@ Resp: 148282
Abundance  Scan 906 (7.416 min): BF123320.D\datams | 100 Ratio Lower Upper
82.1 70 100
42 47.0 43.0 64.4
101 0.0 7.9 11.9%
Raw 50 128.1 130 1.7 18.5 27 .7#
: Abundance
7.416
42. |
R e
miz--> 50 100 150 200 250 300 100000
Abundance
82.1
Sub 50000
50 128.1
42.1 .
0“\““\““\““\““!““\“‘ O“‘\““\“
miz--> 50 100 150 200 250 300  Time--> 7.40 7.50
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Abundance Scan 1030 (8.145 min): BF123227.D\data.ms (-1 #21

136.1  Naphthalene-d8

Concen: 20.00 ng

RT: 8.133 min Scan# 1028

Ref 50 Delta R.T. -0.012 min
Lab File: BF123320.D
108.1 Acg: 1 Mar 2021 10:33
0 ‘Q\ \5‘\4‘.\0‘ i‘\‘ T }8‘5\‘0\ T \‘\‘ T } M“ T
miz--> 40 60 80 100 120 140 T8t Ion:136 Resp: 572327

Abundance Scan 1028 (8.133 min): BE123320.D\data.ms | 10N Ratio Lower Upper
1361 136 100

137 11.2 8.8 13.2
54 8.4 5.5 8.3#
Raw 5o 68 6.0 4.6 6.8
Abundance
06 600000 8.133
108.1
54.0
0 T \3\8.‘0\ T ‘\‘ T ‘ \‘ \‘ T ‘\igiz‘.}l\ T ’ T \‘ T ’ T \‘“ ‘ ‘ 1
m/z--> 40 60 80 100 120 140
Abundance 400000
136.1
Sub
50 200000
108.1 A
0., 380 54.0 82.1 o] /
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\ \\\‘\\\\‘\\\\\
m/z--> 40 60 80 100 120 140 Time--> 8.10 8.20

Abundance Scan 908 (7.428 min): BF123227.D\data.ms (-90 #23
821 Nitrobenzene-d5
Concen: 86.80 ng
RT: 7.416 min Scan# 906

Ref 50 54.0 1281  Delta R.T. -0.012 min
Lab File: BF123320.D
98.1 Acg: 1 Mar 2021 10:33
ob 20t |l esby ) | w2 |
miz--> 40 60 80 100 120 Tgt Ion: 82 Resp: 1085204
Abundance  Scan 906 (7.416 min): BF123320.D\datams | 100 Ratio Lower Upper
82.1 82 100

128 39.3 37.0 55.4
54 49.6 38.4 57.6

Raw g 54.1
128.1 Abundance
1000000 416
40.1 \ s8.1
0l ‘§§"91 e “‘ ‘1‘1‘2"1‘ — 800000
miz--> 40 60 80 100 120
Abundance
3.1 600000
400000
Sub 54.1
50 128.1
200000
98.1
0 40.1 68.0 112.1 0 —
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 Time--> 7.40 7.50
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Abundance Scan 952 (7.686 min): BF123227.D\data.ms (-94 #25

82.0 Isophorone
Concen: 45.88 ng
RT: 7.416 min Scan# 906
Ref 50 Delta R.T. -0.271 min
Lab File: BF123320.D
39.1 54.0 1381 | Acq: 1 Mar 2021 10:33
0\\\“‘\\‘\“‘\‘\‘\\\“\\\\‘J\-]\-O\.J\-‘\\\\“\\
m/z--> 80 100 120 140 Tgt Ion: 82 RESpZ 1072558
Abundance  Scan 906 (7.416 min): BF123320.D\datams | 10" Ratio Lower Upper
82.1 82 100
95 0.0 5.8 8.6#
138 0.0 14.6 21.8#%#
Raw 50 54.1
128.1 Abundance
1000000 7.416
‘ 98.1
38.
0\\\“Q\\\\‘\\‘\}“‘\\\\“\]TJ-\S\.O‘\\‘\\‘\\ 800000
m/z--> 40 60 80 100 120 140
Abundance
821 600000
b 400000
Su 54.1
50 128.0
200000
98.1
0 38.0 113.0 0
S e e e o e T
miz--> 40 60 80 100 120 140 Time-> 7.40 750

Abundance Scan 1329 (9.904 min): BF123227.D\data.ms (-1 #39

162.1 | Acenaphthene-die
Concen: 20.00 ng
RT: 9.892 min Scan# 1327
Ref 50 Delta R.T. -0.012 min
Lab File: BF123320.D

80.0 Acg: 1 Mar 2021 10:33
54.0 ‘ 1060 1321
0 \\‘\\\\‘\}\HH‘\ \ \ T ‘ \ T ‘ T \ \ ‘ T \\

miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 292473
Abundance Scan 1327 (9.892 min): BF123320.D\datams | 10N Ratio Lower Upper

162.1 164 100

162 104.9 80.8 121.2

160 47.1 35.4 53.0

Raw 50
Abundance
80.1 9.892
o %40 = | 1000 1321 300000
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 40 60 80 100 120 140 160
Abundance
162.1 200000
Sub
u 50 100000
80.1
54.0 100.0 132.1 0
O e e T
m/z--> 40 60 80 100 120 140 160 Time--> 9.80 9.90 10.00
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Abundance Scan 1464 (10.698 min):

BF123227.D\data.ms (- #42

329.€ | 2,4,6-Tribromophenol
Concen: 128.10 ng
RT: 10.686 min Scan#t 1462
Ref 501 620 Delta R.T. -0.012 min
140.9 Lab File: BF123320.D
‘ H 221.9 Acq: 1 Mar 2021 18:33
0 ‘\‘\‘ ‘i‘ }‘ ;HM‘\]‘MO‘Z‘M%W ;\‘ ‘\MN‘ e UH“‘ : \‘l\\“ o
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 381507
Abundance Scan 1462 (10.686 min): BF123320.D\data.ms 10N Ratio Lower Upper
320¢ 330 100
332 96.2 77.5 116.3
62.0 141 41.0 23.8 35.8#
Raw
%0 140.9 Abundance
9219 4000000 10,586
0 “L‘ m }H\\‘\]‘“O‘ZW ‘ }h‘ ‘H\M‘ e }\Hh‘ ‘\‘1\\‘ e
miz--> 50 100 150 200 250 300 300000
Abundance
329.¢
200000
62.0
Sub
50 140.9 100000
221.9
0"\“‘1‘0\2"9“\””\””\‘H‘\HH o ‘/‘H T
m/z--> 50 100 150 200 250 300 Time--> 10.60 10.80

Abundance Scan 1213 (9.222 min): BF123227.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl
Concen: 84.39 ng
RT: 9.216 min Scan#t 1212
Ref 50 Delta R.T. -0.006 min
Lab File: BF123320.D
500 85.0 120.0 14‘6.1 Acg: 1 Mar 2021 10:33
0\H“HHH’“H\‘H}‘\“\\‘\”‘\‘\\\"\“H‘\‘M‘w‘\“\\‘
miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 1718364
Abundance Scan 1212 (9.216 min): BF123320.D\datams | 10N Ratio Lower Upper
1721 | 172 100
171 36.6 29.6 44 .4
170 24.1 19.5 29.3
Raw 50
Abundance
5.0 850 100 1511 1500000
0\\\‘\\H\\"\\\‘H}‘\‘\\\‘\\\\i\\\‘\‘\‘\‘u\‘\\‘
miz--> 40 60 80 100 120 140 160
Abundance
1721 1000000
sub o 500000
51.0 85.0 1200 1511
0\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 Time--> 9.159.209.259.30
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Abundance Scan 1292 (9.686 min): BF123227.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 7.46 ng
89.0 RT: 9.892 min Scan# 1327
Ref 50 Delta R.T. ©0.206 min
51.0 1210 Lab File: BF123320.D
‘ H ‘ ‘ ‘ Acg: 1 Mar 2021 10:33
0 "M‘!\"Hh‘H‘i“H"“MH“H“"\L‘H\H‘i““‘””‘””‘””“-“
m/z--> 40 60 80 100120140160 180200220240 T8t Ion:165 Resp: 37594
Abundance Scan 1327 (9.892 min): BF123320.D\data.ms | 10N Ratio Lower Upper
162 1 165 100
63 1.6 36.6 55.0#
89 1.8 39.4 59.0#
Raw 50
Abundance
40000 9.492
0,
miz--> 40 60 80 100 120 140 160 180 200 220 240 30000
Abundance
162.1
20000
Sub 50
10000
80.1
o 52.0 132.1
miz--> 40 60 80 100120140 160 180 200 220 240 Time--> 9.85 9.90
Abundance Scan 1361 (10.092 min): BF123227.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
89.0 Concen: 5.55 ng
RT: 9.892 min Scan# 1327
Ref 50 63.0 Delta R.T. -0.200 min
Lab File: BF123320.D
39.0 113.0 Acq: 1 Mar 2021 10:33
e ‘\ | 1390 |
0‘H\i“"w"\‘u“\h‘h’f\\f}‘“HHHiHH\“;‘H‘H‘H’HH
miz--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 37594
Abundance Scan 1327 (9.892 min): BF123320.D\datams | 10N Ratio Lower Upper
162.1 165 100
63 1.6 34.3 51.5#
89 1.8 55.2 82.8#
Raw 5o 182 8.0 2.2 3.2#
Abundance
80.1 40000 9.892
0 | 5‘\1\0 \‘\ HH‘ 100.0 13%1 |
m/z--> 40 60 80 100 120 140 160 180 30000
Abundance
162.1
20000
Sub 50
10000
80.1
. 54.0 1000 1321 0
mlz--> 40 60 80 100 120 140 160 180 Time--> 9.85 9.90
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Abundance Scan 1582 (11.392 min): BF123227.D\data.ms (1 #64

188.1 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.380 min Scan# 1580
Ref 50 Delta R.T. -0.012 min
Lab File: BF123320.D
80.1 15 Acg: 1 Mar 2021 10:33
ol42L . | 1180 ? I 265.¢
T T ‘ T T T T \ T T T T i ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 Tgt Ion:}88 RESpZ 550306
Abundance Scan 1580 (11.380 min): BF123320.D\data.ms 10N Ratio Lower Upper
188.1 188 100
94 11.2 7.4 11.2#
80 12.8 8.2 12.44
Raw 50
Abundance
11.880
80.1
o221  ms BT 500000
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 400000
Abundance
188.1 300000
Sub 200000
50
100000
80.1
0 42.1 118.1 158.1 0 .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 Time--> 11.35 11.40
Abundance Scan 1505 (10.939 min): BF123227.D\data.ms (- #67
248.0 4-Bromophenyl-phenylether
141.1 Concen: 4.73 ng

RT: 10.686 min Scan# 1462
Delta R.T. -0.253 min
Lab File: BF123320.D
Acg: 1 Mar 2021 10:33

Ref 50 77.0

of W‘ Lo, ‘ b l2es0 |

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 28398
Abundance Scan 1462 (10.686 min): BF123320.D\datams | 10N Ratio Lower Upper

3206 248 100
250 189.9 76.8 115.2#
62.0 141 507.2 59.8 89.8#
Raw 50
140.9 Abundance
221.9 150000
ok Lh‘ﬂwﬂoz \W‘WN\\W\WM\$\\\\‘\
miz--> 50 100 150 200 250 300
Abundance 100000
329.¢
62.0
sub o 50000 r
140.9 10'686
221.9
miz--> 50 100 150 200 250 300 Time--> 10.65 10.70 10.75
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Abundance Scan 2033 (14.045 min): BF123227.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.00 ng
RT: 14.033 min Scan#t 2031
Ref 50 Delta R.T. -0.012 min
Lab File: BF123320.D
120. Acg: 1 Mar 2021 10:33
0 52.0 88 0 \‘ HH 156'1 29%1\\‘\‘\”\\“ 281.1
T T ‘ T T \ \ T ‘ T T T T ‘ T T i ‘ T T T T
m/z--> 50 100 150 200 250 Tgt IOHZ?40 RESpZ 441209
Abundance Scan 2031 (14.033 min): BF123320.D\data.ms | 10N Ratio Lower Upper
240.2 240 100
120 11.5 8.6 12.8
236 26.3 20.3 30.5
Raw 50
Abundance
14.033
0 T T ‘ 6\6.\0\ \‘ “\ ‘H T \1?6\ :L\ T \2‘()%']\. \‘HH‘ ‘ T 2\8\0-\! 400000
m/z--> 50 100 150 200 250
Abundance 300000
240.2
200000
Sub
50
100000
120.1
oL 660 156.1 208.1 280.!
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\\
miz--> 50 100 150 200 250 Time--> 14.00 14.10

Abundance Scan 1853 (12.986 min): BF123227.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 81.81 ng
RT: 12.980 min Scan# 1852
Ref 50 Delta R.T. -0.006 min
Lab File: BF123320.D
421“891H‘;?%% 1981 glfz‘mm Acq: 1 Mar 2021 10:33
miz--> Sb 160 1é0 260 2%0 Tgt Ion:244 Resp: 1877166
Abundance Scan 1852 (12.980 min): BF123320.D\data.ms |~ 1ON  Ratio  Lower Upper
244.2 244 100
212 7.5 5.7 8.5
122 13.0 8.3 12.5#
Raw 50
Abundance
12.980
22.1
o2 1‘6\01 2121‘ H‘Lxu 1500000
miz--> 50 100 150 200 250
Abundance
244.2 1000000
Sub
50 500000
541 grq 221 1601 2121 o
O 771 T T T SRR
miz--> 50 100 150 200 250  Time->  12.90 13.00 13.10
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Abundance Scan 2283 (15.515 min): BF123227.D\data.ms (- #86
264.1  perylene-d12
Concen: 20.00 ng
RT: 15.509 min Scan#t 2282
Ref 50 Delta R.T. -0.006 min
Lab File: BF123320.D
1321 Acq: 1 Mar 2021 10:33
o 6601000, | 1801 2821
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250 Tgt IOT’IZ?64 RESpZ 390577
Abundance Scan 2282 (15.509 min): BF123320.D\datams | 10N Ratlo  Lower Upper
264.2 264 100
260 24.2 18.6 28.0
265 22.2 17.0 25.6
Raw 50
Abundance
132.1
020 880 1941 2321 250000
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
Abundance
2641 150000
Sub 100000
50
50000
132.1
020 76.0 1941 232.1 .
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time-> 15.40 15.50 15.60
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