Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134421.D

Acqg On : 22 Jul 2023 14:29
Operator : CG\JU

Sample : 03669-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Time: Jul 22 15:09:20 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jul 14 22:51:27 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.840 152 60282 20.000 ng 0.00
21) Naphthalene-d8 8.116 136 233786 20.000 ng # 0.00
39) Acenaphthene-die 9.875 164 119650 20.000 ng 0.00
64) Phenanthrene-d10 11.369 188 238549 20.000 ng 0.00
76) Chrysene-di12 14.033 240 172917 20.000 ng 0.00
86) Perylene-di12 15.545 264 157749 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.475 112 146118 40.546 ng 0.00

7) Phenol-dé 6.475 99 270014 60.925 ng -0.01
23) Nitrobenzene-d5 7.398 82 209931 48.405 ng -0.01
42) 2,4,6-Tribromophenol 10.669 330 17914 11.941 ng -0.01
45) 2-Fluorobiphenyl 9.192 172 433857 52.719 ng -0.01
79) Terphenyl-di4 12.969 244 536487 49.933 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 6.475 77 393 Below Cal # 1
19) n-Nitroso-di-n-propyla... 7.398 70 30616 10.893 ng # 76
25) Isophorone 7.398 82 209965 26.638 ng # 64
50) Dimethylphthalate 9.586 163 48603 5.596 ng 99
57) 2,4-Dinitrotoluene 9.875 165 15403 6.235 ng # 22

(#) = 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\BF072223\
Data File : BF134421.D

Acqg On : 22 Jul 2023 14:29
Operator : CG\JU

Sample : 03669-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Time: Jul 22 15:09:20 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jul 14 22:51:27 2023

Response via : Initial Calibration

Abundance TIC: BF134421.D\data.ms
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Abundance Scan 810 (6.851 min): BF133957.D\data.ms (-80 #1

RT: 6.840
Ref 50 115.0 Delta R.T.
52.0 78.0 Lab File:
‘ Acq: 22 Jul
0“‘w“hh‘“HJ““““‘;““‘M‘MW“
m/z--> 40 60 100 120 140 160 T8t Ion:152

Abundance  Scan 808 (6.840 mm). BF134421.D\datams 1o Ratio
150.0 152 100

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

min Scan# S(EIidtilEles
-0.005 min [ELNEWZ

BF134421.D [(®IERIEEIsIE0H

2023 14:29 [EIEEAVIES

Resp: 60282
Lower Upper

150 156.3 124.5 186.7
115 61.8 50.2 75.2
Raw 50
115.0 Abundance
78.1
m/z--> 40 60 100 120 140 160 61840
Abundance Scan 808 (6.840 mm). BF134421.D\data.ms (-79 60000 [
150.0
40000
Sub
50 115.0 20000
520 781 /
0\\‘%8\w 0
miz—-> 40 60 80 100 120 140 160 Time--> 6.80  6.90

Abundance Scan 577 (5.481 min): BF133957.D\data.ms (-57 #5

112.0 2-Fluorophenol
64.0 Concen: 40.546 ng
' RT: 5.475 min Scan# 576
Ref 50 Delta R.T. ©.006 min
92.0 Lab File: BF134421.D
3%0 0.0 % ‘ Acq: 22 Jul 2023 14:29
G\‘\\\‘\‘\\\\}‘\‘\1}“1\‘\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 I8t Ion:112 Resp: 146118
Abundance  Scan 576 (5.475 min): BF134421.D\datams 100 Ratio Lower Upper
119.0 112 100
64 61.9 52.1 78.1
64.0 63 35.3 28.6 42.8
Raw 50
Abundance
92.0 150000 5 475
38.1 50.0 d ‘
0\‘\\\‘\H‘\\\\}‘\‘\}\‘w\‘\\‘\\7\\9“\\‘\\‘\\\\‘\\\\"\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 576 (5.475 min): BF134421.D\datams (52 100000
112.0
64.0
Sub 50000
50
92.0
38.1 50.0 (J ‘
Y S T RO .. RN (S s
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.40  5.50
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Abundance Scan 749 (6.492 min): BF133957.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 60.925 ng
RT: 6.475 min Scan# 74{QEdllEpies
Ref 50 71.1 Delta R.T. -0.012 min [ShVaWZ
21 Lab File: BF134421.D [(SlEWISEIoEIRH
‘ Acq: 22 Jul 2023 14:29 [RIEELNISSE
0\\‘\\\“M\‘\‘\\“l1\\‘i“1\“‘\\\\’\\\\‘\1\1“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 270014
Abundance  Scan 746 (6.475 min): BF134421.D\datams 100 Ratio Lower Upper
99.1 99 100
42 23.8 19.8 29.6
71 44.1 31.9 47.9
Raw  5p 71.1
Abundance
42.1 6.475
0\\‘\\\\“H\“\‘\\“l1\\‘i}1\“‘\\\\8’2\\1-\\‘\\\1“\\\\‘
miz--> 30 40 50 60 70 80 90 100 200000
Abundance Scan 746 (6.475 min): BF134421.D\data.ms (-69
99.1
Sub 100000
50 71.1
42.1
eyl il 822 e
m/z--> 30 40 50 60 70 80 90 100  Time-> 6. 40 650

Abundance Scan 881 (7.269 min): BF133957.D\data.ms (-87 #19

43.1 105.0 n-Nitroso-di-n-propylamine
Concen: 10.893 ng
RT: 7.398 min Scan# 903
Ref 50 Delta R.T. ©.141 min
Lab File: BF134421.D
Acq: 22 Jul 2023 14:29
ol "JL iy J \1 | 2971 2811341.1400.9 4750
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion: 7@ Resp: 30616
Abundance  Scan 903 (7.398 min): BF134421 D\datams ~ 10N Ratlo Lower Upper
84.1 70 100
42 52.8 54.7 82.1#
101 0.0 7.7 11.5#
Raw gg 130 3.2 16.4 24.6%#
Abundance
7.398
’ \ 30000
0 *‘”\*‘Hw‘H\H‘wHH\Hwwwwwmww
m/z--> 100 150 200 250 300 350 400 450
Abundance Scan 903 (7.398 min): BF134421.D\data.ms (-82
841 20000
Sub 50 10000
0 “”\"‘\‘H\w‘H\H‘wHH\Hw””w”ww”w B A R
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 740 7.50
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Abundance Scan 1028 (8.133 min): BF133957.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.116 min Scan# 1({gEidlilEies
Ref 50 Delta R.T. -0.006 min [Z\lg
Lab File: BF134421.D ([SlUEERISEIAEIE
540 108.1 Acq: 22 Jul 2023 14:29 EIEEAVSSE
Ot “\ T H\ T N T ‘\‘i‘ﬂ-\ T \‘! T }M‘ T \]\_?\3\\8\ T \\299\\8
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:136 Resp: 233786
Abundance Scan 1025 (8.116 min): BF134421.D\datams ~ 100 Ratio Lower Upper
136.1 136 100
137 10.9 8.6 12.8
54 7.4 6.5 9.7
Raw s5g 68 4.1 4.2 6.2#
Abundance
8.116
540 760 108.1 | 250000
0 \\“H1\’1‘\\‘\‘“\H’\‘H\‘\HH‘HH‘HH‘HH‘H
miz--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 1025 (8.116 min): BF134421.D\data.ms (-9
136.1 150000
Sub 100000
50
50000
070 191
O+ttt e e e e e i o B
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.10 8.20
Abundance Scan 906 (7.416 min): BF133957.D\data.ms (-90 #23
82.1 Nitrobenzene-d5
Concen: 48.405 ng
54.1 RT: 7.398 min Scan# 903
Ref 50 128.1 Delta R.T. -0.012 min
Lab File: BF134421.D
98.1 Acq: 22 Jul 2023 14:29
J200 || es0 | a2 |
LI ’ T T ‘ L ‘ L ‘ T 1T ‘ T T ‘
miz--> 40 60 80 100 120 Tgt Ion: .82 Resp: 209931
Abundance  Scan 903 (7.398 min): BF134421.D\data.ms Ion Ratio Lower Upper
82.1 82 100
128 40.8 32.5 48.7
54.1 54 56.5 48.2 72.2
Raw 50 ’
128.1 Abundance
250000 7.398
98.1
401 680 112.0
0\\\"\\‘\‘\‘\‘\\\“‘\\\\‘\\\\‘\\\\‘ 200000
m/z--> 40 60 80 100 120
Abundance Scan 903 (7.398 min)ézBil34421.D\data.ms (-85 150000
100000
Sub 54.1
50 128.1
50000
01 | 8.l
0L— \"‘.‘\ T ‘\68\‘(\)1 “\ T \“ \1\1\2.\0‘ T | 0 L
miz--> 40 60 80 100 120 Time--> 7.35 7.40 7.45
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Abundance Scan 950 (7.675 min): BF133957.D\data.ms (-94 #25

82.1

39.0 54.1 138.1
‘\ ‘\“ L o970 1231

Ref 50
0

m/z-->
Abundance

80 100 120 140

Scan 903 (7 398 min): BF134421.D\data.ms
82.1

54.1
128.1

98.1
! L1129

%

Raw 50
0

m/z-->
Abundance

Sub 50

80 100 120 140

Scan 903 (7.398 min): BF134421.D\data.ms (-89

82.1

54.1
128.1

98.1

H

112.9

m/z-->

80 100 120 140

Isophorone

Concen: 26.638 ng

RT: 7.398
Delta R.T.
Lab File:
Acq: 22 Jul

Tgt Ion: 82
Ion Ratio
82 100

95 0.0
138 0.0

Abundance

250000

200000

150000

100000

50000

min Scan# 9(EIidtilEles
-0.265 min [EANEWZ

BF134421.D [(®IERIEEIsIE0H

2023 14:29 [EIEEAVIES

Resp: 209965
Lower Upper

6.1 9.1#
15.2  22.8#
7.398

Time—>  7.35 7.40 7.45

Abundance Scan 1327 (9.892 min): BF133957.D\data.ms (-1 #39

164.2  Acenaphthene-die
Concen: 20.000 ng
RT: 9.875 min Scan# 1324
Ref 50 Delta R.T. -0.006 min
Lab File: BF134421.D
a1 80.0 Acq: 22 Jul 2023 14:29
0b38Q Tl 1981 13%1‘ ]
m/z--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 119656
Abundance Scan 1324 (9.875 min): BF134421.D\datams ~ 10N Ratio Lower Upper
160.1 164 100
162 102.8 80.0 120.0
160 47.5 35.9 53.9
Raw 50
Abundance
80.0 150000 9.475
ol 280 i 1061 1821
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1324 (9.875 min): BF134421.D\data.ms (-1 100000
162.1
Sub
50 50000
80.0
ol 210, . 1061 1821
T T rise LTRATHI e
miz--> 40 60 80 100 120 140 160  Time-> 9.80 9.90 10.00
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Abundance Scan 1462 (10.686 min): BF133957.D\data.ms (- #42

329.€ 2 4,6-Tribromophenol

Concen: 11.941 ng

RT: 10.669 min Scan# 1{gEigial=laies
Delta R.T. -0.012 min [E\AWZ

Lab File: BF134421.D [(GICHIEEGIelE(CH
Acq: 22 Jul 2023 14:29 [RIEELNISSE

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 17914

Abundance Scan 1459 (10.669 min): BF134421.D\datams 1o Ratio Lower Upper
3206 330 100

332 92.8 77.0 115.6
141 32.6 26.3 39.5

Raw 50
Abundance
10.669
15000
0,
m/z--> 50 100 150 200 250 300
Abundance Scan 1459 (10.669 min): BF134421.D\data.ms (-
320.¢ 10000
62.0
Sub gy 5000
141.0
H \ 221.8
G\h\”i“l T U\‘ i 1 ;“ ‘mw‘ e ““h‘ ‘\\l\“ e " B S
m/z--> 50 100 150 200 250 300 Time--> 10.60  10.70

Abundance Scan 1211 (9.210 min): BF133957.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 52.719 ng
RT: 9.192 min Scan# 1208
Ref 50 Delta R.T. -0.012 min
Lab File: BF134421.D
Acq: 22 Jul 2023 14:29
510 850 1300 146.1 9
G\H“HHH“‘\H‘H}‘\“H‘\“Hui\”u‘\‘i\‘\‘\“u‘ ERARRERERE]
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:172 Resp: 433857
Abundance Scan 1208 (9.192 min): BF134421 D\datams 10N Ratlo Lower Upper
1721 172 100
171 36.1 28.6 43.0
170 23.4 19.4 29.0
Raw 50
Abundance
500000 9492
ol 510 880 12001461 I 5074
\\\“H‘H“HM‘\‘H‘\“\‘\Hi\”\u‘i\‘\‘\“u \‘H\\‘H;\
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1208 (9.192 min): BF134421.D\data.ms (-1
172.1 300000
sub 200000
50
100000
0 51.0 85‘.0 120,0‘14‘6.“1 ‘ |
R L e e SRS R S RREEREERRRERRE
m/z-—-> 40 60 80 100 120 140 160 180 200  Time--> 9.15 9.20 9.25
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Abundance Scan 1280 (9.616 min): BF133957.D\data.ms (-1 #50

163.1 Dimethylphthalate
Concen: 5.596 ng
RT: 9.586 min Scan# 1lgfidtipgl=lgies
Ref 50 Delta R.T. -0.018 min [Z\AWlZ
770 Lab File: BF134421.D [(GICHIEEGIelE(CH
' 133.0 Acq: 22 Jul 2023 14:29 [RIEELNISSE
ol 510 1040 133 194.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:163 Resp: 48663
Abundance Scan 1275 (9.586 min): BF134421.D\datams 10N Ratlo Lower Upper
168.1 163 100
194 4.0 3.0 4.6
164 10.7 8.2 12.2
Raw 50
Abundance
77.0 50000 9.586
10 (a0 BRO | 1041
0 \\‘\\\\‘\\\H\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\ 40000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1275 (9.586 min): BF134421.D\data.ms (-1, 30000
168.1
) 20000
Su
50
770 10000
. 50.0 | 040 13ﬁ'0  1ea1 o A
L L i ——
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 960 970
Abundance Scan 1360 (10.086 min): BF133957.D\data.ms (- #57
165.1 2,4-Dinitrotoluene
89.0 Concen: 6.235 ng
63.0 RT: 9.875 min Scan# 1324
Ref 50 Delta R.T. -0.206 min
Lab File: BF134421.D
119.0139.0
39.0 ‘ ‘ ‘ Acq: 22 Jul 2023 14:29
0\\\“\\m\\“\H\‘\H‘\H‘i}H}\\‘\‘H\ \‘\“\\\\’\\\\‘\‘f‘\\“\\\
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 15403
Abundance Scan 1324 (9.875 min): BF134421.D\datams 1N Ratlo Lower Upper
160.1 165 100
63 2.1 42.2 63.24#
89 1.2 57.4 86.2#
Raw 5 182 0.8 2.2 3.4#
Abundance
80.0 9875
54‘.0 ‘ ‘ 106.1 132.1 )
0\\\‘\\}\‘}}\‘\h“\\\\‘\\\\‘\\“\’\\\\ \\\‘\\\ 15000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1324 (9.875 min): BF134421.D\data.ms (-1
162.1 10000
Sub
50 5000
80.0
ol OH0 10811821 0
et e o et e M e ——
miz--> 40 60 80 100 120 140 160 180 Time--> 9.85 9.90
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Abundance Scan 1581 (11.386 min): BF133957.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.369 min Scan# 1{Eigil=laies
Ref 50 Delta R.T. -0.006 min [Z\lg
Lab File: BF134421.D [SUERISERICIeM
. . DEL-AVE-1
80.1 158.1 Acq: 22 Jul 2023 14:29
0\4\2? b ”\‘ il 1\18\(\) T “‘1 t \m\ T \.‘ T
m/z--> 50 100 150 200 250 Tgt Ion:}88 RESpZ 238549
Abundance Scan 1578 (11.369 min): BF134421 D\datams 10" Ratlo Lower Upper
188.2 188 100
94 7.7 6.4 9.6
80 9.6 7.3 10.9
Raw 50
Abundance
250000 11.969
80.1
0401 L u‘ \‘ 1180 15?1 \
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 200000
Abundance Scan 1578 (11.369 min): BF134421.D\data.ms (-
188.2 150000
Sub 100000
50
50000
80.1
040.1‘ ‘ H\ ” 118.0 15?1 0
\\‘\\ \\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\
miz—-> 50 100 150 200 250  Time--> 11.30 11.40 11.50

Abundance Scan 2033 (14.045 min): BF133957.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.033 min Scan# 2031
Ref 50 Delta R.T. -0.006 min
Lab File: BF134421.D
120.1 Acq: 22 Jul 2023 14:29
O T \8\qu “‘\‘M T \:!_8\4\]‘_ i \M\MH“ L
miz--> 50 100 150 200 250 300 Tgt Ion:24@ Resp: 172917
Abundance Scan 2031 (14.033 min): BF134421.D\datams 100 Ratio Lower Upper
240.2 240 100
120 9.9 7.4 11.0
236 25.9 21.0 31.6
Raw 50
Abundance
14.033
0 \5’7‘\0\ t \‘ H\ w T \:!-8\4\]‘- I \2\8\0.\9‘ ?2\4\ 150000
m/z--> 50 100 150 200 250 300
Abundance Scan 2031 (14.033 min): BF134421.D\data.ms (-
240.2 100000
Sub
50 50000
oh521 u ‘H 157 1194 1 M‘M 279.0 324. 0
\’\\\\ \\‘\\\\ \\‘\\\\‘\\\ \\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 Time--> 14.00 14.10
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Abundance Scan 1852 (12.980 min): BF133957.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 49.933 ng
RT: 12.969 min Scan#t 1{giigiil=gles
Ref 50 Delta R.T. -0.006 min [Z\lg
Lab File: BF134421.D [(SlEWISEIoEIRH
. IPYDEL-AVE-1
122.1160.1 Acq: 22 Jul 2023 14:29
04 \‘571‘.\1‘\ 1 \”“‘\ ‘\‘ by “‘1‘ t \:‘L\g?.}\‘\ HM“ T \3‘1\0.\
m/z--> 50 100 150 200 250 300 T8t Ion:244 Resp: 536487
Abundance Scan 1850 (12.969 min): BF134421 D\datams 10N Ratlo Lower Upper
244.2 244 100
212 6.6 6.0 9.0
122 8.0 8.3 12.5#
Raw 50
Abundance
12.969
600000
122.1
o660  F 1911081 | 271
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300
Abundance Scan 1850 (12.969 min): BF134421.D\data.ms (- 400000
244.2
Sub
50 200000
122.1
o 660 1011081 | og71
L e
m/z--> 50 100 150 200 250 300 Time--> 12.90 13.00 13.10

Abundance Scan 2288 (15.545 min): BF133957.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.545 min Scan# 2288
Ref 50 Delta R.T. ©0.000 min
Lab File: BF134421.D
132.1 Acq: 22 Jul 2023 14:29
o520 | tear | saro
m/z--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 157749
Abundance Scan 2288 (15.545 min): BF134421.D\datams 10" Ratio Lower Upper
264.2 264 100
260 23.0 19.5 29.3
265 21.2 16.6 25.0
Raw 50
Abundance
15545
132.1
ol FO L ama | s oo
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2288 (15.545 min): BF134421.D\data.ms (-
264.1
50000
Sub
50
132.1
ol 859 .| 18012211 [ 355 s
miz--> 50 100 150 200 250 300 350 Time--> 1550  15.60
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