Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100121\
Data File : BF125751.D

Acqg On : 1 Oct 2021 14:33
Operator : JU/CG

Sample : M3999-03

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Oct @1 14:58:48 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Sep 24 15:38:32 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.886 152 211309 20.000 ng 0.00
21) Naphthalene-d8 8.169 136 837071 20.000 ng # 0.00
39) Acenaphthene-di10 9.922 164 394633 20.000 ng 0.00
64) Phenanthrene-d10 11.416 188 437936 20.000 ng # 0.00
76) Chrysene-di12 14.045 240 447138 20.000 ng 0.00
86) Perylene-di12 15.521 264 498015 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.504 112 1242322 96.863 ng 0.00

7) Phenol-dé6 6.510 99 1504770 87.269 ng 0.00
23) Nitrobenzene-d5 7.445 82 902219 75.179 ng 0.00
42) 2,4,6-Tribromophenol 10.710 330 348646 94.755 ng 0.00
45) 2-Fluorobiphenyl 9.245 172 1733007 77.768 ng 0.00
79) Terphenyl-di4 12.998 244 1338885 51.855 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 6.510 77 1914 Below Cal # 1
19) n-Nitroso-di-n-propyla... 7.445 70 115613 11.776 ng # 52
25) Isophorone 7.445 82 902211 33.569 ng # 59
26) 2-Nitrophenol 8.039 139 113 5.749 ng # 1
32) Benzoic acid 7.875 122 1129 8.734 ng # 78
48) 2-Nitroaniline 9.633 65 1474 4.394 ng 89
51) 2,6-Dinitrotoluene 9.692 165 3268 4.669 ng # 43
53) 3-Nitroaniline 9.880 138 3236 3.632 ng # 24
54) 2,4-Dinitrophenol 10.145 184 308 4.599 ng # 1
57) 2,4-Dinitrotoluene 10.092 165 2348 5.115 ng # 38
60) Diethylphthalate 10.333 149 54231 2.116 ng # 89
62) 4-Nitroaniline 10.557 138 3784 2.495 ng 93
65) 4,6-Dinitro-2-methylph... 10.539 198 889 9.352 ng # 1
74) Di-n-butylphthalate 11.980 149 77082 3.202 ng # 58

(#) = 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\BF100121\
Data File : BF125751.D

Acqg On : 1 Oct 2021 14:33
Operator : JU/CG

Sample : M3999-03

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Oct 01 14:58:48 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Sep 24 15:38:32 2021

Response via : Initial Calibration

Abundance TIC: BF125751.D\data.ms
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Abundance Scan 817 (6.892 min): BF125618.D\data.ms (-81 #1

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

RT: 6.886 min Scan# 816
Ref 50 Delta R.T. -0.006 min

28.0 1150 Lab File: BF125751.D
52.0 : Acqg: 1 Oct 2021 14:33
0 T \‘i T \‘!‘\‘ ‘ =TT \“ \‘\ \g§ ‘9\ T \ i“ \]-\3\1\9‘ T \‘\“\ ‘ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 211369

Abundance  Scan 816 (6.886 min): BF125751.D\data.ms | 1N Ratio Lower Upper
1500 152 100

150 158.6 117.6 176.4
115 58.8 47.1 70.7

Raw 50
115.0 Abundance
78.0
520 400000
0\\\‘i\\‘!‘\“\\\“‘\\9\5\‘9\\\}“\]-\3\]-.\9‘\\‘\“\‘\
m/z--> 40 60 80 100 120 140 160 300000
Abundance Scan 816 (6.886 min): BF125751.D\data.ms (-80
150.0
200000
Sub
50
115.0 100000
520 78.0
SRS T IR (N S ——
mjze> 40 60 80 100 120 140 160 Time--> 6.85 6.90

Abundance Scan 581 (5.504 min): BF125618.D\data.ms (-57 #5
112.0 2-Fluorophenol
Concen: 96.863 ng

64.0 RT: 5.504 min Scan# 581
Ref 50 Delta R.T. ©.000 min
920 Lab File:  BF125751.D
Acq: 1 Oct 2021 14:33
(o 381500“ w‘m H‘S‘O‘d)m ‘ S RARERRRE
miz--> 30 40 50 6‘0 70 80 90 100 110 120 T&t Ion:112 Resp: 1242322

Abundance  Scan 581 (5.504 min): BF125751.D\datams 10N Ratio Lower Upper
112.0 112 100

64 52.4 44.2 66.2
63 26.8 26.2 39.2

Raw 50 64.0
Abundance
92.0 5.504
39.1 511 ‘ 80 ‘
0 \‘\H“‘\H\“H}‘\“}\‘H‘HH‘\d)\\\‘\\\\‘\\\\‘ ‘H\‘\ 1000000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 581 (5.504 min): BF125751.D\data.ms (-53
112.0
500000
Sub 64.0
50
92.0
0 3?1 \\‘ w‘\ 80¢ ‘ | 1
e B T e L N L ERAE M e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.45 550 5.55
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Abundance Scan 752 (6.510 min): BF125618.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 87.269 ng
RT: 6.510 min Scan# 752
Ref 50 Delta R.T. ©0.000 min
711 Lab File: BF125751.D
421 Acq: 1 Oct 2021 14:33
0\\‘\\\}‘“\“}\\"14\‘\]-\“\\\\“‘\\\\8‘2\\]-\\‘\1\\“‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 1504776
Abundance  Scan 752 (6.510 min): BF125751.D\datams 10" Ratio Lower Upper
99.1 99 100
42 13.9 23.5 35.3#
71 29.6 25.6 38.4
Raw 50
Abundance
71.1
NS0 6610
54.1
0\\‘\\\i“‘\“\‘\\"l\‘\\“\\‘\‘\‘“\\\\8‘2\\1\\‘\\\\‘“\\\\‘
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 752 (6.510 min): BF125751.D\data.ms (-70 1000000
99.1
Sub 500000
50
71.1 |
S O - S [ .
miz--> 30 40 50 60 70 80 90 100 Time-—>  6.40 6.50 6.60 6.70

51.0

39.0 ‘

| 630

77.0 108.0

30 40 50 60

70 80 90 100 110

Abundance Scan 740 (6.440 min): BF125618.D\data.ms (-73 #9

Scan 752 (6.510 min): BF125751.D\data.ms

1
i
TP

99.1

71.1

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->

30 40 50 60

70 80 90 100 110

Abundance

Sub
50

Scan 752 (6.510 min): BF125751.D\data.ms (-68

1
54.1

99.1

71.1

A <

m/z-->

30 40 50 60

70 80 90 100 110

Benzaldehyde
Concen: Below Cal
RT: 6.510 min Scan# 752
Delta R.T. 0.070 min
Lab File: BF125751.D
Acgq: 1 Oct 2021 14:33
Tgt Ion: 77 Resp: 1914
Ion Ratio Lower Upper
77 100
105 0.0 75.9 115.9%#
106 0.0 84.0 124.0#
Abundance
6.510
1500
1000
500
O T T ‘ T
Time--> 6.50

BF125751.D 8270-BF092421.M
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Abundance Scan 887 (7.304 min): BF125618.D\data.ms (-88 #19

105.0 n-Nitroso-di-n-propylamine
43.1 Concen: 11.776 ng
RT: 7.445 min Scan# 911
Ref 50 Delta R.T. 0.141 min
Lab File: BF125751.D
Acq: 1 Oct 2021 14:33
ol dlbh | ull 2001 2670 3270 4010
m/z--> 50 100 150 200 250 300 350 400 Tt Ion: 76 Resp: 115613
Abundance  Scan 911 (7.445 min): BF125751.D\datams 100 Ratio Lower Upper
831 70 100
42 42.0 72.2 108.2#
101 0.0 7.8 11.8#
Raw 5 136 2.4 21.8 32.6#
Abundance
7.445
0‘*UM“‘H“\w“"\*“‘\H‘*\‘*“\‘H‘n“ 100000
m/z--> 100 150 200 250 300 350 400
Abundance Scan 911 (7.445 min): BF125751.D\data.ms (-83
82.1
50000
Sub 50
0‘”\“H‘I\H‘WHw”w”w”w””w ARARRRRARARARRRE RN
miz--> 50 100 150 200 250 300 350 400 Time-->  7.35 7.40 7.45 7.50

Abundance Scan 1035 (8.175 min): BF125618.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.169 min Scan# 1034
Ref 50 Delta R.T. -0.006 min
Lab File: BF125751.D
Acq: 1 Oct 2021 14:33
108.1
0\3\5\"8\?ﬁ;];1‘\‘\18‘i2‘\]\-\\‘\1\\‘\11‘HH‘HH
miz--> 40 60 80 100 120 140 160 Tgt Ion:136 Resp: 837671
Abundance Scan 1034 (8.169 min): BF125751 D\datams = 10N Ratlo Lower Upper
136.1 136 100
137 10.3 9.8 14.6
54 6.3 6.4 9.6#
Raw 50 68 5.7 3.3 4.9%
Abundance
1000000 8.169
108.1
0 T \4‘2\-1\- H\ ‘6\‘? \]-}“§8\\()\ ‘ T 1 T ‘ T M‘“ T \]‘-6\6\.\]_\
m/z--> 40 60 80 100 120 140 160 800000
Abundance Scan 1034 (8.169 min): BF125751.D\data.ms (-9
136.1 600000
400000
Sub
50
200000
108.1
ol 400 68.0 90,0 o 166.1 0
L I L e T
miz--> 40 60 80 100 120 140 160  Time-> 8.10 815 8.20
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Abundance Scan 912 (7.451 min): BF125618.D\data.ms (-90

#23

82.0 Nitrobenzene-d5
Concen: 75.179 ng
RT: 7.445 min Scan# 911
Ref 50 54.0 128.0 Delta R.T. -0.006 min
Lab File: BF125751.D
Acq: 1 Oct 2021 14:33
[ \‘i‘\ \‘!‘\ T \‘\‘\ N“\ T \:\ﬂ‘owswpw T i T \]\_\69\(\)\ T ‘]\_\9\2\‘1
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 902219
Abundance  Scan 911 (7.445 min): BF125751.D\datams | 100 Ratlo Lower Upper
82.1 82 100
128 48.7 40.6 60.8
54 43.9 49.6 74.44%
Raw 50 54.1 128.1
Abundance
1000000
0\\\‘i‘\\\‘\‘\‘\\H‘\\\\‘\H\‘H‘H‘HH‘HH‘HH‘ 800000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 911 (7.445 min): BF125751.D\data.ms (-86
831 600000
Sub 400000
u
50/  54.1 1281
200000
G\\\‘i‘\\!‘\‘\‘\‘\H‘\\\\“\H\‘H‘H‘HH‘HH‘HH‘ 7\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 Time--> 7.40 7.45 7.50

Abundance Scan 956 (7.710 min): BF125618.D\data.ms (-95 #25

82.0 Isophorone
Concen: 33.569 ng
RT: 7.445 min Scan#t 911
Ref 50 Delta R.T. -0.265 min
1381 Lab File: BF125751.D
39.1 54.1 ’ Acq: 1 Oct 2021 14:33
0\\\“‘\\‘\H\‘\‘\\\H“‘\\\gw.‘ow\\\:I_‘z?.\l\\“\\
miz--> 40 80 100 120 140 Tgt IOI’]Z.SZ Resp: 902211
Abundance  Scan 911 (7.445 min): BF125751 D\datams | 10N Ratlo Lower Upper
82.1 82 100
95 0.0 6.5 9.7#
138 0.0 18.4 27.6#
Raw 50 54.1 128.1
Abundance
1000000 7.445
38 ‘ ‘ 98.1
. 113.0
0\\\“‘1\\\‘\‘\‘\\}‘i‘\\\\“\\\\‘\\‘\\‘\\ 800000
m/z--> 40 60 80 100 120 140
Abundance in): -
u Scan 911 (7.445 mlg%.]l-BF12575l.D\data.ms (-90 600000
Sub 400000
u
50 54.1 128.1
200000
98.1
0h ??ﬁ“!“‘ﬂ‘l‘h“‘h“‘r“‘u‘ e e RS
mlz--> 40 80 100 120 140 Time--> 7.40 7.45 7.50

BF125751.D 8270-BF092421.M
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Abundance Scan 969 (7.787 min): BF125618.D\data.ms (-96 #26

139.0 2-Nitrophenol
Concen: 5.749 ng
RT: 8.039 min Scan# 1012
Ref 50 65.0 Delta R.T. ©.252 min
39.0 109.0 Lab File: BF125751.D
‘ ‘ 920 ‘ Acq: 1 Oct 2021 14:33
0! \\\\\’\\1‘\‘\‘\‘\\“‘\\\\}\\\\‘
m/z--> 40 80 100 120 140 Tgt IOI"IZ:!.39 RESpZ 113
Abundance Scan 1012 (8.039 min): BF125751.D\datams | 1on Ratio Lower Upper
110.0 139 100
109 369.2 26.0 39.0#
55.0 81.1 65 0.0 31.0 46.4#
Raw 50
Abundance
152.1
0' .‘\‘\H\ \‘}‘\‘\\\M‘\!\\‘ 1000
m/z--> 40 60 80 100 120 140
Abundance Scan 1012 (8.039 min): BF125751.D\data.ms (-9
119.0
500
Sub
50 8.039
67.0 95.0
152.1
miz--> 40 60 80 100 120 140 Time--> 802  8.04

Abundance Scan 993 (7.928 min): BF125618.D\data.ms (-97 #32

105.0 Benzoic acid
Concen: 8.734 ng
RT: 7.875 min Scan# 984
Ref 50 Delta R.T. -0.053 min
51.0 Lab File: BF125751.D
Acq: 1 Oct 2021 14:33
0 T \H‘ \‘\“ T ‘ \ \ \“‘H‘ T \‘\ ‘ \‘\ T \]-‘ \4\?\ ‘ T 1T ‘]\-7\]\_\0‘
miz--> 100 120 140 160 Tgt IOI’]::!.ZZ Resp: 1129
Abundance Scan 984 (7. 875 min): BF125751.D\datams ~ 10N Ratlo Lower Upper
60.0 122 100
105 125.5 97.6 137.6
77 117.6 59.6 99.6#
Raw 50 41)1
Abundance
831 1500
ﬁ)f? 137.0
0 \\1“\\‘\‘\‘h\\\\“\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160
Abundance Scan 984 (7.875 min): BF125751.D\data.ms (-94 1000
60.0
7
Sub
50 500
4110 85. 1
miz--> 40 60 80 100 120 140 160 Time--> 785  7.90
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Abundance Scan 1333 (9.928 min): BF125618.D\data.ms (-1 #39
162.1 Acenaphthene-d10

Concen: 20.000 ng

RT: 9.922 min Scan# 1332

Ref 50 Delta R.T. -0.006 min
Lab File: BF125751.D
80.0 Acq: 1 Oct 2021 14:33
o 106.0132.1
m/z--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:164 Resp: 394633
Abundance Scan 1332 (9.922 min): BF125751.D\datams 10" Ratio Lower Upper
162.1 164 100

162 102.5 81.3 121.9
160 43.5 38.0 57.0

Raw 50
Abundance
500000

109.1134.1

0 400000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1332 (9.922 min): BF125751.D\data.ms (-1 300000
200000
Sub
100000
- ‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.85 9.90 9.95

Abundance Scan 1467 (10.716 min): BF125618.D\data.ms (- #42
€ 2,4,6-Tribromophenol

Concen: 94.755 ng

RT: 10.710 min Scan# 1466

Delta R.T. -0.006 min

Lab File: BF125751.D

Acq: 1 Oct 2021 14:33

Ref 50

O,
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 348646

Abundance Scan 1466 (10.710 min): BF125751.D\data.ms 1oN Ratio Lower Upper
3206 330 160

332 95.3 76.2 114.4
141 29.1 44.6 66.8#

Raw 50 62,0

140.9 Abundance
‘ 221.8
10, 1792
0 T \H\ \‘ 1 ‘\:‘HY\ T UHM\ T “l“‘\ LI 300000
m/z--> 50 100 150 200 250 300
Abundance Scan 1466 (10.710 min): BF125751.D\data.ms (-
: 200000
Sub
100000
- T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300 Time--> 10.70  10.80
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17

2.1

Abundance Scan 1218 (9.251 min): BF125618.D\data.ms (-1 #45

2-Fluorobiphenyl

Concen: 77.768 ng

RT: 9.245 min Scan# 1217
Delta R.T. -0.006 min

Lab File: BF125751.D

Acq: 1 Oct 2021 14:33

Tgt Ion:172 Resp: 1733007

17

Ref 50
51.0 80 1300 146.1
0\\\‘H”\\“\\\m}‘\‘\\\‘\\Hi\”\\‘\‘i\“\‘\“u‘ T
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1217 (9.245 min): BF125751.D\data.ms

2.1

Ion Ratio Lower Upper
172 100

171  36.0 26.5 39.7
176 24.7 18.8 28.2

Sub 50

17

390 63.0 85.0 12‘0‘0‘146.1

Raw 50
Abundance
9.245
511 80 1300 1461 | 193,
0\\\‘H”\\“\\\”w‘\‘\\\“\\Hi\‘u\‘i\‘\‘\“u T 1500000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1217 (9.245 min): BF125751.D\data.ms (-1

2.1

m/z-->

40 60 80 100 120 140 160

180

1000000
500000
L
Time--> 9.20 9.30 9.40

Abundance Scan 1254 (9.463 min): BF125618.D\data.ms (-1 #48

2-Nitroaniline

Concen: 4.394 ng

RT: 9.633 min Scan# 1283
Delta R.T. ©0.170 min

Lab File: BF125751.D

Acq: 1 Oct 2021 14:33

Tgt Ion: 65 Resp: 1474

Raw 50

65.0 138.0
92.0
Ref 50
39.1
0! H”ih‘!‘\ \“\‘\ H!H‘MHH“HH‘\'\ \\‘;\9\4"]\-\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1283 (9.633 min): BF125751.D\data.ms

Ion Ratio Lower Upper
65 100
92 59.3 55.5 83.3
138 128.4 93.5 140.3

Abundance
2500

o 9,633
m/z--> 40 60 80 100 120 140 160 180 200 2000

Abundance Scan 1283 (9.633 min): BF125751.D\data.ms (-1 \
69.1 198.2 1500

95.1
Sub 1000
500
\‘\\\\‘\\\\’\\\\’\\\\
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.60 9.62 9.64 9.66

BF125751.D 8270-BF092421.M

Fri Oct 01 14:59:06 2021
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Abundance Scan 1295 (9.704 min): BF125618.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 4.669 ng
89.0 RT: 9.692 min Scan# 1293
Ref 50 63.0 Delta R.T. -0.012 min
121.0 Lab File: BF125751.D
39.1 ‘ ‘ Acq: 1 Oct 2021 14:33
0 “H ‘H\‘ ‘Hu‘ : ‘HH ‘H“H‘Wl”w”‘ - ‘\“ = \‘u‘i‘\u‘uu‘uu‘
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:165 Resp: 3268
Abundance Scan 1293 (9.692 min): BF125751 D\datams = 10N Ratlo Lower Upper
55.1 95.1 165 100
63 15.0 42.6 63.8#
89 8.2 40.6 60.8#
Raw 50
Abundance
9.692
5000
0
miz--> 40 60 80 100 120 140 160 180 200 4000
Abundance Scan 1293 (9.692 min): BF125751.D\data.ms (-1
58.0 3000
Sub 2000
>0 159.1
1231 ' 1000
N’\\;
0 A ARR AR BB N
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 9.66 9.68 9.70 9.72

Abundance Scan 1324 (9.875 min): BF125618.D\data.ms (-1 #53

63.0 92.0 138.0 3-Nitroaniline

Concen: 3.632 ng

RT: 9.880 min Scan# 1325
Ref 50 Delta R.T. ©.005 min

39.1 Lab File: BF125751.D

Acq: 1 Oct 2021 14:33

0- \\”\‘1‘\\‘H\‘\!H“HH“HH’HH‘HH‘HH’\H
miz--> 40 60 80 100 120 140 160 180 200 220 18t Ion:138 Resp: 3236

Abundance Scan 1325 (9.880 min): BF125751 D\datams 10N Ratio Lower Upper
1, 951 138 100

108 100.5 9.3 13.94#
92 39.4 76.5 114.7#

Raw 50

Abundance
8000

0
m/z--> 40 60 80 100 120 140 160 180 200 220 6000

Abundance Scan 1325 (9.880 min): BF125751.D\data.ms (-1
3.1

4000

9.880
Sub
50 2000 4/////
1511 193.2 MRS
0' \\‘\\\\’\\\\’\\\\’\\\
miz--> 40 60 80 100 120 140 160 180 200 220 Time-->  9.84 9.86 9.88 9.90
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Abundance Scan 1341 (9.975 min): BF125618.D\data.ms (-1 #54

184.0 2,4-Dinitrophenol

Concen: 4.599 ng

63.0 154.0 RT: 10.145 min Scan# 1370
Ref 50 9L.0 Delta R.T. ©.170 min
Lab File: BF125751.D

Acq: 1 Oct 2021 14:33

37,0 122.0 2101

0,
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:184 Resp: 308

Abundance Scan 1370 (10.145 min): BF125751.D\datams 10N Ratio Lower Upper
1 184 100

63 124.7 59.3 88.94#
154 399.6 68.6 102.8#

Raw 50

Abundance
2000

0,
miz--> 40 60 80 100 120 140 160 180 200 220 1500
Abundance Scan 1370 (10.145 min): BF125751.D\data.ms (-
57.
1000
Sub 50
500
qu“‘?‘uh‘ L LA
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 10.12 10.14 10.16

Abundance Scan 1364 (10.110 min): BF125618.D\data.ms (- #57

165.0 2,4-Dinitrotoluene
Concen: 5.115 ng
89.0 RT: 10.092 min Scan# 1361
Ref 50 Delta R.T. -0.018 min
63.0 110.0 Lab File: BF125751.D
Acq: 1 Oct 2021 14:33
G‘3‘7“"‘\h‘\"\\n”n“‘\i‘u“""\"““""""“HH“HH“““HHM
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:165 Resp: 2348
Abundance Scan 1361 (10.092 min): BF125751.D\datams 100 Ratio Lower Upper
57.1 165 100
63 15.8 40.9 61.3#
89 16.8 59.7 89.5#
Raw 5o o5 1 182 53.4 0.0 0.0t
' Abundance
‘ Hlll 1 5000 0.092
ol ‘\‘\\ : ‘h‘\’ Al ‘H‘H‘ H;HUM“‘}“;‘ ““‘ bl “‘ \‘\‘ ‘\‘%\‘83\‘]‘7%%‘6‘ % -
miz--> 40 60 80 100 120 140 160 180 200 220 4000 C,‘
Abundance Scan 1361 (10.092 min): BF125751.D\data.ms (4 /
57.1 3000
Sub 2000
50
97.1 1000
ol ‘\‘\‘ . ‘\!\’ " “H‘Ml n MH MH ‘n‘\‘\“‘ \M . ‘]‘-\‘8‘\9\‘ ‘]‘- %%‘6‘ % an 0 T
miz--> 40 60 80 100 120 140 160 180 200 220 Time-->  10.05 10.10
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Ref 50

149.0

177.1

105.0
60 ‘L 222.1

0\‘\‘%‘\‘\‘\\“”‘\ \h\‘\l\\\\‘\\\\‘

m/z-->

50 100 150 200

Abundance Scan 1404 (10.345 min): BF125618.D\data.ms (- #60
Diethylphthalate

Concen:
RT: 10.
Delta R.
Acq: 1

Tgt Ion:

Abundance

Raw 50

2.116 ng
333 min Scan# 1402
T. -0.012 min

Lab File: BF125751.D

Oct 2021 14:33

149 Resp: 54231

Ion Ratio Lower Upper
149 100

177 26.1 16.5 24.7#
150 16.1 10.1 15.1#

Abundance
177.1 207.2
: 60000
0,
miz--> 50 100 150 200
Abundance Scan 1402 (10.333 min): BF125751.D\data.ms (-
40000
71.1 123.1
43.1
Sub o 20000
177.1 207.2
0! \H‘H“ﬁ;‘” 1“ ‘”‘ I }\‘ “h‘ \“\ ‘\M“‘ \‘\23‘4"2‘
miz--> 50 100 150 200 Time-->

10.833

AN

10.30 10.35

-

[

Abundance Scan 1428 (10.486 min): BF125618.D\data.ms (- #62
4-Nitroaniline

57.1

65.0 138.0
108.0 Concen:

RT: 1@.

Ref 50 Delta R.

4% Acqg: 1
0 3‘6&}@ ‘Hh\ ‘\\‘H " w“” i ‘ Al “ : “ ‘ 1‘ I “.0‘ —

miz--> 50 100 150 200 250 Tgt Ion:
Abundance Scan 1440 (10.557 min): BF125751.D\data.ms

2.495 ng
557 min Scan# 1440
T. ©0.071 min

Lab File: BF125751.D

Oct 2021 14:33

138 Resp: 3784

Ion Ratio Lower Upper
138 100
92 50.8 29.6 69.6

95.1 108 107.1 78.1 118.1
Raw 50
Abundance
125.1 8000
163.1 905.2 10.55
o NMNMW¢WNWW”‘W2§9% ‘
m/z--> 50 100 150 200 250 6000
Abundance Scan 1440 (10.557 min): BF125751.D\data.ms (-
57.1
4000%
95.1
Sub 50
2000
‘ ‘ 143.1 ey 2202
oL ‘H “\ \‘ h“‘\ ‘\“\ ‘\ A "M‘““m;‘H“”“H”“ Il ‘Mh WM‘ ‘MH“\ o \?59? 0 T
m/z--> 50 100 150 200 250 Time--> 10.55
BF125751.D 8270-BF092421.M Fri Oct 01 14:59:08 2021
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Abundance Scan 1585 (11.410 min): BF125618.D\data.ms (1 #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.416 min Scan# 1586
Ref 50 Delta R.T. ©0.006 min
Lab File: BF125751.D
94.1 Acg: 1 Oct 2021 14:33
TS N B o
T T ‘ T T T T ‘ T T T T ‘ T T T i ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.88 RESpZ 437936
Abundance Scan 1586 (11.416 min): BF125751.D\data.ms 10" Ratio Lower Upper
1881 188 100
94 13.7 6.7 10.1#
. 55.1 80 14.2 7.5 11.3#
aw 50 95.1
Abundance
11.416
37.1 500000
0! “H‘L\‘m \‘\mﬂhlm\ iy “\\ “H “ ‘2‘27‘2‘2‘69‘3 .
miz--> 50 100 150 200 250 400000
Abundance Scan 1586 (11.416 min): BF125751.D\data.ms (-
188.1 300000
Sub 200000
50
100000
551 95.1 -
ob Ll 1987 || 22522583 o
m/z--> 50 100 150 200 250 Time--> 11.40 11.45

Abundance Scan 1433 (10.516 min): BF125618.D\data.ms (- #65

198.0 4,6-Dinitro-2-methylphenol
Concen: 9.352 ng
RT: 10.539 min Scan# 1437
Ref 50 105.0 Delta R.T. 0.023 min
51.0 Lab File: BF125751.D
168.0 Acgq: 1 Oct 2021 14:33
oL ‘\ \M n M ‘\ \‘\‘ ‘ 3‘%9‘\ : “ - “ : 2‘2‘9‘8 —
m/z--> 50 100 150 200 250 Tgt Ion:198 Resp: 889
Abundance Scan 1437 (10.539 min): BF125751.D\datams 100 Ratio  Lower Upper
55.1 198 100
95.1 51 398.0 45.3  85.3#
105 1811.0 30.6 70.6#
Raw 50
231 Abundance
173.1
oL M\ ‘\h‘\‘ h‘m‘\ ‘H‘““m‘“‘”H‘HH“ “‘ w‘\\ ., 2\\\234 2
m/z--> 50 100 150 200 250
- 10000
Abundance Scan 1437 (10.539 min): BF125751.D\data.ms (-
55.1 97.1
Sub 5000
50
\/\/\—/\
10.539
0\‘\““\“” L B
miz--> 50 100 150 200 250 Time--> 10.52 10.54
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Abundance Scan 1680 (11.969 min): BF125618.D\data.ms (1 #74

149.0 Di-n-butylphthalate
Concen: 3.202 ng
RT: 11.980 min Scan#t 1682
Ref 50 Delta R.T. ©0.011 min
Lab File: BF125751.D
Acq: 1 Oct 2021 14:33
RO IR R N
m/z--> 50 100 150 200 250 300 18t Ion:149 Resp: 77082
Abundance Scan 1682 (11.980 min): BF125751.D\data.ms 100 Ratio Lower Upper
150  30.8 7.4 11.2#
104 8.8 4.1 6.1#
Raw 50
149.1 Abundance
11980
oL, Wi.2k22163  gong
miz--> 50 100 150 200 250 300
Abundance Scan 1682 (11.980 min): BF125751.D\data.ms (- 60000
148.1
40000
M ENANIP
95.1 20000
_ Y
ok | “\‘ ‘u“ \\H \‘ h “ ‘Mh M Mﬁ\w‘mﬁo 1 SR
mi/z--> 50 100 150 200 250 300 Time--> 11.95 12.00

Abundance Scan 2033 (14.045 min): BF125618.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.045 min Scan# 2033
Ref 50 Delta R.T. -0.000 min
Lab File: BF125751.D
120.1 Acq: 1 Oct 2021 14:33
0\\‘\.\\\““\‘HH\\‘\]_\8\\“\‘\““‘““‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 I8t Ion:24@ Resp: 447138
Abundance Scan 2033 (14.045 min): BF125751.D\datams = 10N Ratlo Lower Upper
240.2 240 100
120 11.0 10.8 16.2
236 25.7 21.6 32.4
Raw 50
711 Abundance
500000 14.p45
oL ‘L‘ ‘n ‘h h w‘ I h‘ H “ L ‘1‘6‘9‘.2‘ ‘h‘\ : ‘m\“ AR RE ‘?"7‘5‘ 00000
m/z--> 50 100 150 200 250 300 350 4
Abundance Scan 2033 (14.045 min): BF125751.D\data.ms (-
300000
240.2
200000
Sub 50
1l 100000
SN W -ES R S S
miz--> 50 100 150 200 250 300 350  Time--> 14.00 14.10
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Abundance Scan 1854 (12.992 min): BF125618.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 51.855 ng

RT: 12.998 min Scan# 1855
Ref 50 Delta R.T. ©.006 min

Lab File: BF125751.D

‘ Acq: 1 Oct 2021 14:33

122.1
160.144

0\4.2\‘]-\ \8\2\1-“\ ‘\‘\‘\ “\‘ T \?%\‘\hh‘ L ‘ T 11
m/z--> 50 100 150 200 250 300 Tgt Ion:244 Resp: 1338885
Abundance Scan 1855 (12.998 min): BF125751.D\data.ms 10" Ratio Lower Upper
244 2 244 100
212 6.5 5.9 8.9
122 11.6 9.0 13.4
Raw 50
Abundance
1500000 12.598
55.1 1221 160 1198 ‘
0\ \H‘H\ ‘\‘ \M\H“\ \‘\ T T T ’ } L ‘H“ T \2\9‘9-\2\ T
miz--> 50 100 150 200 250 300
Abundance Scan 1855 (12.998 min): BF125751.D\data.ms (1 1000000
2442
Sub
50 500000
1221
Jh21 801 18011081 | 597, 0
e e Y VRSO eSS SR L £ S ——
miz--> 50 100 150 200 250 300  Time--> 13.00

Abundance Scan 2284 (15.521 min): BF125618.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.521 min Scan# 2284
Ref 50 Delta R.T. ©.000 min
Lab File: BF125751.D
1321 Acq: 1 Oct 2021 14:33
0\4]\-‘9\ \8\6\8‘ \”\ h\”\ [T \2\0‘4\1\ fhiT ‘N\h‘\ L
m/z--> 50 100 150 200 250 300 Tgt Ion:264 Resp: 498015
Abundance Scan 2284 (15.521 min): BF125751.D\datams 10N Ratio Lower Upper
264.2 264 100
260 24.6 19.6 29.4
265 21.2 17.2 25.8
Raw 50
Abundance
132.1 207.0 400000 15.521
O “\ \‘ \‘\“ \u\ h\H\ T “\ Tk ‘“\h‘\ T \3\4\1‘
m/z--> 50 100 150 200 250 300 300000
Abundance Scan 2284 (15.521 min): BF125751.D\data.ms (-
264.1
200000
Sub 50
100000
132.0
0 711 I \” 2041 01
e e T T
miz--> 50 100 150 200 250 300 Time--> 1550 15.60
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