Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102721\
Data File : BF125966.D

Acqg On : 27 Oct 2021 16:35
Operator : JU/CG

Sample : M4372-09

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Oct 28 ©8:58:48 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Oct 25 18:49:16 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.857 152 167575 20.000 ng -0.01
21) Naphthalene-d8 8.139 136 593677 20.000 ng #-0.02
39) Acenaphthene-di10 9.904 164 300918 20.000 ng 0.00
64) Phenanthrene-d10 11.386 188 608995 20.000 ng # 0.00
76) Chrysene-di12 14.010 240 484339 20.000 ng -0.02
86) Perylene-di12 15.474 264 438916 20.000 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.481 112 1475533 131.156 ng 0.00

7) Phenol-dé6 6.492 99 1932711  125.252 ng 0.00
23) Nitrobenzene-d5 7.422 82 1234135 107.377 ng -0.01
42) 2,4,6-Tribromophenol 10.692 330 390155 148.731 ng 0.00
45) 2-Fluorobiphenyl 9.222 172 1780694 104.647 ng -0.01
79) Terphenyl-di4 12.968 244 2167956 73.217 ng -0.01

Target Compounds Qvalue

4) n-Nitrosodimethylamine 3.457 42 118756 12.720 ng # 13
18) Hexachloroethane 7.398 117 25674 5.397 ng # 1
19) n-Nitroso-di-n-propyla... 7.292 70 19168 2.174 ng # 49
25) Isophorone 7.669 82 61171 2.795 ng # 1
32) Benzoic acid 7.851 122 1710 4.421 ng # 1
35) Caprolactam 8.575 113 103884 37.891 ng # 1
49) Acenaphthylene 9.757 152 51014 2.032 ng # 1
51) 2,6-Dinitrotoluene 9.680 165 11793 3.208 ng # 1
52) Acenaphthene 9.933 154 57074 3.499 ng # 68
53) 3-Nitroaniline 9.857 138 18384 4.362 ng # 34
54) 2,4-Dinitrophenol 9.951 184 1560 8.043 ng # 1
55) Dibenzofuran 10.104 168 81624 3.350 ng # 1
56) 4-Nitrophenol 10.145 139 37567 11.470 ng 85
57) 2,4-Dinitrotoluene 10.057 165 18032 3.993 ng # 58
58) Fluorene 10.445 166 170899 7.363 ng # 83
65) 4,6-Dinitro-2-methylph... 10.474 198 3067 7.067 ng # 1
66) n-Nitrosodiphenylamine 10.563 169 297362 16.302 ng # 50
71) Phenanthrene 11.410 178 463620 14.672 ng # 93
72) Anthracene 11.457 178 65604 2.079 ng # 66

(#) = 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\BF102721\
Data File : BF125966.D

Acqg On : 27 Oct 2021 16:35
Operator : JU/CG

Sample : M4372-09

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Oct 28 ©8:58:48 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Oct 25 18:49:16 2021

Response via : Initial Calibration

Abundance TIC: BF125966.D\data.ms
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Abundance Scan 813 (6.869 min): BF125917.D\data.ms (-80 #1
150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 6.857 min Scan#t 811
Ref 50 520 115.0 Delta R.T. -0.012 min
78.0 Lab File: BF125966.D

‘ Acq: 27 Oct 2021 16:35
(B \“‘ T ‘\ \‘ \ ‘ e \“ T \ \ \ ‘ T 1 L B
m/z--> 40 100 120 140 160 Tgt Ion:152 Resp . 167575

Abundance Scan811(6.857 mm). BF125966.D\datams 100 Ratio Lower Upper
150.0 152 100

150 160.0 117.6 176.4
115 70.4 47.1 70.7

Raw 50 115.0
. ) Abundance
300000
0 N .
m/z--> 40 60 80 100 120 140 160
Abundance Scan 811 (6.857 min): BF125966.D\data.ms (-79 200000
150.0
Sub 50 115.0 100000
52.0 780
ot %80 3318 I 0
miz--> 40 60 80 100 120 140 160 Time-->

Abundance Scan 211 (3.328 min): BF125917.D\data.ms (-20 #4

420 740 n-Nitrosodimethylamine
Concen: 12.720 ng
RT: 3.457 min Scan# 233
Ref 50 Delta R.T. ©.129 min
Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
O \\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\Z‘C\)?.\q
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 42 Resp: 118756
Abundance  Scan 233 (3.457 min): BF125966.D\datams ~ 10N Ratlo Lower Upper
48.0 42 100
74 0.0 59.0 88.6#
44 194.9 0.0 0.0#
Raw 50
Abundance
50000
0\\\““1‘\\\“‘\\7\6\-‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 40000
Abundance Scan 233 (3.457 min): BF125966.D\data.ms (-19
45.0 30000
Sub 20000
50
10000
miz--> 40 60 80 100 120 140 160 180 200 Time--> 3.20 3.30 3.40 3.50
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Abundance Scan 577 (5.481 min): BF125917.D\data.ms (-57 #5
112.0 2-Fluorophenol
Concen: 131.156 ng
RT: 5.481 min Scan# 577
Ref 50 Delta R.T. ©.000 min
92.0 Lab File: BF125966.D

3%0 5OOJ & ‘ Acq: 27 Oct 2021 16:35

e et

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:112 Resp: 1475533

Abundance  Scan 577 (5.481 min): BF125966.D\data.ms 1o Ratio Lower Upper
112.0 112 100

64.0 64 77.9 44.2 66.2#
63 42.0 26.2 39.2#

64.0

o

Raw 50
920 Abundance
390 g ‘ (J ‘
0\‘\\\‘U‘\\\\‘\‘\1}‘w\‘\\‘\\\\9"‘\\\\‘\\\\‘\\\\"\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 1000000
Abundance Scan 577 (5.481 min): BF125966.D\data.ms (-52
112.0
64.0
Sub 500000
50
92.0
39.0 ‘ d ‘
bl SEOL o0, L e T
miz--> 30 40 50 60 70 80 90 100 110 120 Time-> 5.405.455.50 5.55

Abundance Scan 749 (6.492 min): BF125917.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 125.252 ng
RT: 6.492 min Scan# 749
Ref 50 Delta R.T. ©.000 min
42.0 Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
G\“M\H‘\”M\‘\\H\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Tgt Ion:.99 Resp: 1932711
Abundance  Scan 749 (6.492 min): BF125966.D\data.ms Ion Ratio Lower Upper
99.1 99 100
42 25.0 23.5 35.3
71 38.1 25.6 38.4
Raw 50
Abundance
42.0
ol “u‘h T O S~ S -
m/z--> 50 100 150 200 250 1000000
Abundance Scan 749 (6.492 min): BF125966.D\data.ms (-69
99.0
Sub 500000
50
42.0
o I 75 S ¥ —
miz--> 100 150 200 250 Time-->  6.40 6.45 6.50 6.55
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Abundance Scan 901 (7.386 min): BF125917.D\data.ms (-89 #18

116.9 200.8  Hexachloroethane
Concen: 5.397 ng
165.9 RT: 7.398 min Scan# 903
Ref 50| 470 3.9 Delta R.T. ©.012 min
Lab File: BF125966.D
‘ M ‘ ‘ | ‘ ‘ Acq: 27 Oct 2021 16:35
0\\\‘\\‘\\‘\\\\‘\\\\‘\\\\“\\\‘\‘\\\\‘\\‘\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:117 Resp: 25674
Abundance  Scan 903 (7.398 min) BF125966.D\datams 10N Ratlo Lower Upper
55.0 161 117 100
119 835.9 73.4 110.2#
201 0.0 64.9 97.3#
Raw 50
Abundance
250000
154.1
o! 200000
miz--> 40 60 80 100 120 140 160 180 200
A in): g
bundance Scan 903 (7.398 min): BF125966.D\data.ms (-85 00
110.1
55.0 100000
Sub
50
o1 50000 .‘
0 153.1 0 )
- \\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 7.36 7.38 7.40 7.42

Abundance Scan 884 (7.286 min): BF125917.D\data.ms (-87 #19

43.0 105.0 n-Nitroso-di-n-propylamine
Concen: 2.174 ng
70.1 RT:  7.292 min Scan# 885
Ref 50 Delta R.T. ©.006 min
Lab File: BF125966.D
30.1 Acq: 27 Oct 2021 16:35
eMH“m‘mu‘H‘MMwwwm%‘??}
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 76 Resp: 19168
Abundance  Scan 885 (7.292 min): BF125966.D\data.ms Ion Ratio Lower Upper
58.0 70 100
42 39.8 72.2 108.2#
101 0.0 7.8 11.8#%#
Raw 5g 81.1 130 0.0 21.8 32.6#
Abundance
25. 20000 7.292
W
0 ”““H‘w‘ww“wwwwww
m/z--> 40 60 80 100 120 140 160 180 200 15000
Abundance Scan 885 (7.292 min): BF125966.D\data.ms (-83
69.0
10000
Sub Vf
50 95.0 5000
139.1
41.0
Om\“m‘_“”\ 1) O S 0 —
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.30
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Abundance Scan 1032 (8.157 min): BF125917.D\data.ms (-1 #21

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 8.139 min Scan# 1029

Ref 50 Delta R.T. -0.018 min
Lab File: BF125966.D
54.0 821 108.1 Acq: 27 Oct 2021 16:35
O\H\\H\ M\“”\\H\!H\\H“\H\HHHH\H\\;\
m/z--> 40 60 80 100 120 140 160 180 200 220 T8t Ton:136 Resp: 593677
Abundance Scan 1029 (8.139 min): BF125966.D\datams 10" Ratio Lower Upper
136.1 136 100
137  11.9 9.8 14.6
54 16.8 6.4 9.6
Raw gg 68 11.4 3.3 4.9
55.0 Abundance
97.1 600000
0' ‘\‘\H“‘\HMH\H‘ \MH’\“H]\-EG\\Z\‘HH‘\H\’\H
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1029 (8.139 min): BF125966.D\data.ms (-9 400000
136.1
Sub 50 200000
55.0 810 108.1
GH‘\‘M}\H M‘H H\\\h‘\‘\‘\l“‘\!\“\\ p "‘\‘H]"ﬁ?"z“HH‘HH"H 0 e
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 8. 10 8.15

Abundance Scan 909 (7.433 min): BF125917.D\data.ms (-90 #23

540 820 Nitrobenzene-d5
Concen: 107.377 ng
RT: 7.422 min Scan# 907
Ref 50 128.1 Delta R.T. -0.012 min
' Lab File: BF125966.D
‘ Acq: 27 Oct 2021 16:35
G\\\‘H\\‘\‘\‘\\\\“\\\\“\\i\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\'\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 82 Resp: 1234135
Abundance  Scan 907 (7.422 min): BF125966.D\datams ~ 1©0 Ratio Lower Upper
82.1 82 100
54.0 128 38.9 40.6 60.8#
' 54 70.3 49.6 74.4
Raw 50
128.1 Abundance
422
0\\\N\\\“}‘\\‘\\“\\\]\J(‘)ﬂ\g\‘\\‘\\‘]-\5\]\_\]‘_\\\\‘\\\\‘\\\\ 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 907 (7.422 min): BF125966.D\data.ms (-85
82.1
54.0 500000
Sub
50 128.1
X RSP T A WO O =+ S 0,\K
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.35 7.40 7.45
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Abundance Scan 954 (7.698 min): BF125917.D\data.ms (-94 #25

82.0 Isophorone
Concen: 2.795 ng
RT: 7.669 min Scan# 949
Ref 50 Delta R.T. -0.029 min
54.0 Lab File: BF125966.D
138.1 Acq: 27 Oct 2021 16:35
0\\\"‘\\‘\“‘\‘\‘\\\“\\\\‘]TJ-\()\(\)‘\\\\’\\\\‘\\\\
m/z--> 80 100 120 140 160 Tgt Ion: 82 Resp: 61171
Abundance Scan 949 (7.669 min): BF125966.D\datams ~ 10N Ratio Lower Upper
55.0 81.0 82 100
95 170.7 6.5 9.7#
138 8.1 18.4 27 .6#
Raw 50
1521 Abundance
109.0
0 T f* \H‘\‘ T ‘1 \8\0\“’ T H‘\ [T 100000
miz-> 40 60 80 100 120 140 160 80000
Abundance Scan 949 (7.669 min): BF125966.D\data.ms (-90 7/66!
81.0 60000
Sub 152.1 40000
0] 410
20000
109.0 e
T i
0 \HH\‘HHM‘H\"\H‘\‘HH L B B B By B e
miz--> 40 60 80 100 120 140 160  Time--> 7.65 7.70
Abundance Scan 990 (7.910 min): BF125917.D\data.ms (-97 #32
93.0 Benzoic acid
63.0 Concen: 4.421 ng
RT: 7.851 min Scan# 980
Ref 50 Delta R.T. -0.059 min
122.0 Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
0\\\ﬂ"4‘}.\\‘\\\H\H‘\\\\‘\\\\“\\\].\4‘]-\\8\\‘]\_7\(\)\9
miz--> 40 60 80 100 120 140 160 Tgt Ion:122 Resp: 1710
Abundance  Scan 980 (7.851 min): BF125966.D\data.ms Ion Ratio Lower Upper
55.0 122 100
105 70.5 97.6 137.6#
97.1 77 307.2 59.6  99.6#
Raw 50
Abundance
7 ‘ 12‘3 1 1511 20000
0' ‘\\\\‘H\\\‘\\\‘\‘\\‘\\‘
miz--> 40 60 80 100 120 140 160
Abundance Scan 980 (7.851 min): BF125966.D\data.ms (-93 15000
55.0 97.1
10000
Sub
50
5000
‘ ‘ 1231 1511
0ol “‘ B NP S e
miz--> 40 60 100 120 140 160 Time--> 7.85 7.90
BF125966.D 8270-BF102521.M Thu Oct 28 ©8:58:56 2021
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Abundance Scan 1106 (8.592 min): BF125917.D\data.ms (-1 #35

535.0 Caprolactam
Concen: 37.891 ng
RT: 8.575 min Scan# 1103
Ref 50 Delta R.T. -0.018 min
85.0 1131 Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
0 ‘\M‘H“\‘\H’\\i‘\‘HH‘HH‘HH‘HH‘H
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:113 Resp: 163884
Abundance Scan 1103 (8.575 min): BF125966.D\datams 10" Ratio Lower Upper
570 113 100
55 386.3 154.1 194.1#
56 343.0 108.7 148.7#
Raw 50
Abundance
400000
851 1131 |
[ \“‘i T \‘ihi T ‘H\“\ \‘i“’ T \”U\ T \1\5\\5‘2\:\'-\7\7‘\1\ T ‘\
m/z--> 40 60 80 100 120 140 160 180 200 300000 / |
Abundance Scan 1103 (8.575 min): BF125966.D\data.ms (-1 | \
57.0 [
200000 /f \
|
Sub o £t
8.57
50 100000 @\/\
85.1 113.1
R e S P EL R TR e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.55 8.60

Abundance Scan 1330 (9.910 min): BF125917.D\data.ms (-1 #39

164.1 Acenaphthene-d10

Concen: 20.000 ng

RT: 9.904 min Scan# 1329

Ref 50 Delta R.T. -0.006 min

Lab File: BF125966.D

80.0 Acq: 27 Oct 2021 16:35

106.0 134.1
O,
miz--> 40 60 80 100 120 140 160 180200220 '8t Ion:164 Resp: 306918
Abundance Scan 1329 (9.904 min): BF125966.D\datams 10N Ratlo Lower Upper
.0 164.1 164 100

162 92.9 81.3 121.9
160 44.1 38.0 57.0
Raw 50
Abundance

, 103.2 297 1 300000
miz--> 40 60 80 100 120 140 160 180 200 220

Abundance in): :
u Scan 1329 (9.904 min): BF125966.D\data.ms (-1 200000

Sub 100000

A I
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 9.85 9.90

BF125966.D 8270-BF102521.M Thu Oct 28 08:58:57 2021 Page 8



Abundance Scan 1463 (10.692 min): BF125917.D\data.ms (-
62.0 33(L.¢
Ref 50 140.9
221.9
0 ‘\‘L‘\W‘ ‘M \i\m‘H“ ‘ N }‘\‘ ‘\\MN\ e “MH‘ : \1\‘ e
miz--> 50 100 150 200 250 300
Abundance Scan 1463 (10.692 min): BF125966.D\data.ms
334¢.¢
62.0
Raw 50 169.1
111.1 221.8
0 Ao d gemas
m/z--> 50 100 150 200 250 300
Abundance Scan 1463 (10.692 min): BF125966.D\data.ms (-
33(L.¢
Sub 62.0
50
184.1
141.0
H ‘ ‘ 222.9
ol 1008 | o L |2748
miz--> 50 100 150 200 250 300
Abundance Scan 1215 (9.233 min): BF125917.D\data.ms (-1
172.1
Ref 50
510 850 12001461 |
G\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘}\‘\\‘\\ \‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1213 (9.222 min): BF125966.D\data.ms
172.1
Raw 50
55.0 850109.1 146.1 1
0 \\\““\\H\‘\‘ ‘\‘\“\HH\“‘\“\\“”‘ ‘\‘\\‘i‘\‘\‘\‘\““\“\\‘\\‘ \“\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1213 (9.222 min): BF125966.D\data.ms (-1
172.1
Sub
50
PG TR SN Wity wil BT
m/z--> 40 60 80 100 120 140 160 180 200
BF125966.D 8270-BF102521.M Thu Oct 28 08:

#42
2,4,6-Tribromophenol
Concen: 148.731 ng
RT: 10.692 min Scan# 1463
Delta R.T. ©0.000 min
Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
Tgt Ion:330 Resp: 390155
Ion Ratio Lower Upper
330 100
332 104.2 76.2 114.4
141 41.3 44.6 66.8#
Abundance

400000

300000

200000

100000

Time-> 10.60 10.70 10.80

#45

2-Fluorobiphenyl

Concen: 104.647 ng

RT: 9.222 min Scan# 1213
Delta R.T. -0.012 min

Lab File: BF125966.D

Acq: 27 Oct 2021 16:35

Tgt Ion:172 Resp: 1780694
Ion Ratio Lower Upper
172 100

171 35.4  26.5 39.7
176 23.8 18.8 28.2

Abundance

1500000

1000000

500000

Time--> 9.159.209.25

58:57 2021
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Abundance Scan 1306 (9.769 min): BF125917.D\data.ms (-1 #49

152.1 Acenaphthylene

Concen: 2.032 ng

RT: 9.757 min Scan# 1304
Ref 50 Delta R.T. -0.012 min

Lab File: BF125966.D

Acq: 27 Oct 2021 16:35

6.0
500‘ "7 101.0126.0 m

0\\\‘\\h\\‘\\\\‘\\\\’\\\\’\‘\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:152 Resp: 51014
Abundance Scan 1304 (9.757 min): BF125966.D\data.ms 19" Ratlo Lower Upper
1411 152 100

151 58.2 15.7 23.5#
153 107.1 9.8 14.8#%#
Raw 50
Abundance

0,
m/z--> 40 60 80 100 120 140 160 180 200 220 40000
Abundance Scan 1304 (9.757 min): BF125966.D\data.ms (-1
141.1
Sub 20000
50
115.1
.0 172. l
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.70 9.75 9.80

Abundance Scan 1292 (9.686 min): BF125917.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
89.0 Concen: 3.208 ng
63.0 RT: 9.680 min Scan# 1291
Ref 50 Delta R.T. -0.006 min
1210 Lab File: BF125966.D
H ‘ Acq: 27 Oct 2021 16:35
0\\\’\\\‘\‘Hh\\\“\h\\\‘lm‘\\\’\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 200 220 I8t Ion:165 Resp: 11793
Abundance Scan 1291 (9.680 min): BF125966.D\datams 100 Ratio Lower Upper
141. 165 100
55.0 63 233.3 42.6 63.8#
89 94.8 40.6 60.8#
Raw 50
83.1 1150 Abundance
40000
0,
miz--> 40 60 80 100 120 140 160 180 200 220 30000
Abundance Scan 1291 (9.680 min): BF125966.D\data.ms (-1
141.1
20000
Sub 50
10000
115.0
193.2
63.0 ‘ |
G EALHE m‘u“H,“UH“‘“H 061 i 2182 T
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.66 9.68 9.70

BF125966.D 8270-BF102521.M Thu Oct 28 08:58:57 2021 Page 10



Abundance Scan 1336 (9.945 min): BF125917.D\data.ms (-1 #52

Acenaphthene

Concen: 3.499 ng

RT: 9.933 min Scan# 1334
Delta R.T. -0.012 min

Lab File: BF125966.D

Acq: 27 Oct 2021 16:35

Ref 50

0,
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:154 Resp: 57674
Abundance Scan 1334 (9.933 min): BF125966.D\data.ms 19" Ratlo Lower Upper
55 0 154 100

153 135.4 89.4 134.2#
152 87.3 40.5 60.7#

Raw 50 97.1
Abundance
0“ﬂ‘ﬂwﬂ¢ 50000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1334 (9.933 min): BF125966.D\data.ms (-1
' 40000
Sub
20000
i Ol N
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.90 9.95
Abundance Scan 1321 (9.857 min): BF125917.D\data.ms (-1 #53
63.0 3-Nitroaniline
920 Concen: 4.362 ng
138.0 RT: 9.857 min Scan# 1321
Ref 50 Delta R.T. ©.000 min
39.0 Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
0H‘\\‘LHH!\\“\\H‘M1"\‘\“‘1‘“HH"m‘mwm‘mwm
miz--> 40 60 80 100 120 140 160 180 200 220 18t Ion:138 Resp: 18384
Abundance Scan 1321 (9.857 min): BF125966.D\data.ms 190 Ratio Lower Upper
55.0 138 100
108 49.6 9.3 13.9#
92 35.0 76.5 114.7#
Raw 50 83.1
1231 Abundance
9.857
161.1 193.2
ol i} ‘\h (T . : 21 ‘5‘3‘2” 20000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1321 (9.857 min): BF125966.D\data.ms (-1 15000
55.0
83.1 10000
Sub
5000
i AR AR RN
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.84 9.86 9.88
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Abundance Scan 1338 (9.957 min): BF125917.D\data.ms (-1 #54

Ref 50
0,

m/z-->
Abundance

184.0
63.0

91.0

1540

40 60 80 100120 140 160 180 200 220

Scan 1337 (9.951 min): BF125966.D\data.ms
5:

2,4-Dini
Concen:
RT: 9
Delta R.

Lab File:

Acq: 27

Tgt Ion:
Ion Rat
184 100

63 967.

154 112

Abundance

40000

20000

trophenol
8.043 ng

.951 min Scan# 1337

T. -0.006 min
BF125966.D
Oct 2021 16:35

184 Resp: 1560
io Lower Upper

6 59.3 88.94#
3.7 68.6 102.8#

97.1
Raw 50
123.1
155.1
O ‘i‘i T M“ “\ MM t U \h‘ \m\‘ L‘ ‘\‘ “‘ \H ‘\H“\m\ “H\‘ \M\H T “‘ ey \%\61\ ‘\‘J\.‘\z‘(\)\ TT ‘?§4\."\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1337 (9.951 min): BF125966.D\data.ms (-1
97.1123.1
55.0
Sub
50
0
m/z--> 40 60 80 100 120 140 160 180 200 220

9.951
o—— -

Time--> 9.90 995

Abundance Scan 1365 (10.116 min): BF125917.D\data.ms (- #55

168.1 Dibenzofuran
Concen: 3.350 ng
RT: 10.104 min Scan# 1363
Ref 50 139.1 Delta R.T. -0.012 min
Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\ . .
miz--> 40 60 80 100120 140160180200220240 T8t Ion:168 Resp: 81624
Abundance Scan 1363 (10.104 min): BF125966.D\data.ms Ion Ratio Lower Upper
155.1 168 100
139 78.7 32.7 49.14#
169 131.7 11.2 16.8#
Raw 50
Abundance
150000
ol 207.2234.2
m/z--> 40 60 80 100120 140 160 180 200 220 240
Abundance Scan 1363 (10.104 min): BF125966.D\data.ms (- 100000
155.1
Sub 50000
50
57.0 85.1 128.1 ‘
Ohit i b b 205228220
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time-->

BF125966.D 8270-BF102521.M

Thu Oct 28 08:58:58 2021
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Abundance Scan 1346 (10.004 min): BF125917.D\data.ms (- #56

139.0 4-Nitrophenol
109.0 Concen: 11.470 ng
RT: 10.145 min Scan# 1370
Ref 50 Delta R.T. 0.141 min
Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
0' \\\‘\\\\‘H\\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘\

m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:139 Resp: 37567
Abundance Scan 1370 (10.145 min): BF125966.D\data.ms Ion Ratio Lower Upper

70.1 139 100
109 88.2 60.4 100.4
65 59.7 58.4 98.4
Raw 50
Abundance
128.1 60000

m/z--> 40 60 80 100120 140160 180 200 220
Abundance Scan 1370 (10.145 min): BF125966.D\data.ms (- 40000
170.1
Sub
50 20000
128.0
eHwHu‘?ﬁ?wH_mm“1\\1_‘\”_%99252&%‘ 0 —
miz--> 40 60 80 100120 140 160180200220  Time--> 10.15

Abundance Scan 1360 (10.086 min): BF125917.D\data.ms (- #57

89.0 65.0 2,4-Dinitrotoluene
Concen: 3.993 ng
RT: 10.057 min Scan# 1355
Ref 50 Delta R.T. -0.029 min
119.0 Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
0 b
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:165 Resp: 18632
Abundance Scan 1355 (10.057 min): BF125966.D\datams 10N Ratlo Lower Upper
550 165 100

63 57.9 40.9 61.3
89 20.2 59.7 89.5#
Raw 5 153.1 182 14.5 0.0  0.0#
Abundance

Ottt 30000
m/z--> 40 60 80 100120 140 160 180 200 220
Abundance Scan 1355 (10.057 min): BF125966.D\data.ms (-
153.1 20000
Sub
10000
- O T T ‘ T
miz--> 40 60 80 100120 140 160 180200220  Time--> 10.05
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Abundance Scan 1423 (10.457 min): BF125917.D\data.ms (- #58

16p.1 Fluorene
Concen: 7.363 ng
RT: 10.445 min Scan#t 1421
Ref 50 Delta R.T. -0.012 min
Lab File: BF125966.D
5. 204.0 . .
‘ 108.0138.0 ‘ ‘ Acq: 27 Oct 2021 16:35
03‘54“9 ”h “\‘m‘m;‘m‘\ : ‘\“‘\ : ‘H ‘ HHH‘ — ‘d‘ ———
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.66 RESpZ 170899
Abundance Scan 1421 (10.445 min): BF125966.D\data.ms 100 Ratlo Lower Upper
156.1 166 100
165 109.2 78.1 117.1
55.0 167 34.2 11.1 16.7#
Raw 50
97.1 Abundance
I 181 2182548
0! L B S e B B R 150000
m/z--> 50 100 150 200 250
Abundance Scan 1421 (10.445 min): BF125966.D\data.ms (-
151 100000
Sub
50 50000
115.1 84.1
63.0 :
0L e, \“w\ ‘\“ AT ‘\H\“HMH‘M " %15?%%48‘% 0L, S
m/z-> 50 100 150 200 250 Time-->  10.40 10.45 10.50

Abundance Scan 1582 (11.392 min): BF125917.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.386 min Scan# 1581
Ref 50 Delta R.T. -0.006 min
Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
80.0
0 \4??‘ T ”1 i“ ‘1\18\]\_ \l‘sﬁ‘\l\ \M\ | AL AL N B B
m/z--> 50 100 150 200 250 Tgt IOI’]Z:!.SS Resp: 608995
Abundance Scan 1581 (11.386 min): BF125966.D\datams 10N Ratlo Lower Upper
188.1 188 100
94 10.2 6.7 10.1#
80 9.7 7.5 11.3
Raw 50
Abundance
57.0 11.886
941 1561
ohL “H ‘H\H‘JLM M\U\M i”\“\‘u‘ st ‘m‘mﬁ"\m‘ \\“\‘\L\L Sy ‘2“16"2‘2‘78‘-: 600000
miz--> 50 100 150 200 250
Abundance Scan 1581 (11.386 min): BF125966.D\data.ms (-
188.1 400000
Sub
50 200000
80.0
0420 1 1140 1561 || 2012 278
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T L ‘ L L ‘ L T T
miz--> 50 100 150 200 250 Time--> 11.35 11.40
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Abundance Scan 1430 (10.498 min): BF125917.D\data.ms (- #65

2-methylphenol

7.067 ng

min Scan# 1426
-0.024 min
BF125966.D
2021 16:35

Resp: 3067
Lower Upper

45.3 85.3#
30.6 70.6#

10.474

o

198.0 4,6-Dinitro-
Concen:
RT: 10.474
Ref 50 51.0 105.0 Delta R.T.
' Lab File:
L 168.0 Acq: 27 Oct
[o ““ ‘u‘ \‘\‘ “\ ‘\‘\‘ ‘ 3“3"9“\ : “ L \‘ ‘ %2?? -
m/z--> 50 100 150 200 250 Tgt Ion:198
Abundance Scan 1426 (10.474 min): BF125966.D\datams 10N Ratlo
155.1 198 100
51 508.1
105 821.9
Raw 50
184.1 Abunqﬁﬂc
97.1 60
‘ ‘ 27.0
0\\‘Mwm‘MMNWW%WWMWW”MWHMC‘2}q%2§91‘ 40000
m/z--> 100 150 200 250
Abundance Scan1426(10A74rnh0:BF125966INdamLms(- 30000
155.1
Sub
50
184.1 10000
‘4‘3‘:‘]\' ‘\?Z‘ " \‘ : “ \‘\‘ \‘L \‘Hm“‘\“ ‘2]‘-4‘-2‘2“14‘-1‘ ——
m/z--> 50 100 150 200 250 Time--> 10.46 10.48

Abundance Scan 1442 (10.569 min): BF125917.D\data.ms (- #66
n-Nitrosodiphenylamine
Concen: 16.302 ng

min Scan#t 1441
-0.006 min
BF125966.D
2021 16:35

Resp: 297362
Lower Upper

50.8 76.2#
28.8 43.2#

169.1
RT: 10.563
Ref 50 Delta R.T.
510 Lab File:
‘ 835 1.1cy Acq: 27 Oct
oL }\‘\\H‘H‘ “\“‘W\H“‘\“w‘H“‘
miz--> 50 100 150 200 250 Tgt Ion:169
Abundance Scan 1441 (10.563 min): BF125966.D\data.ms 10N Ratio
57.1 169 100
168 19.9
167 12.3
Raw 50
Abundance
169.1 250000
ol Jo ?ﬁ'l‘_ml‘?ﬁ-lﬂ L 19822281
m/z--> 50 100 150 200 250 200000
Abundance Scan 1441 (10.563 min): BF125966.D\data.ms (-
57.0 150000
Sub 100000
50
50000
[ 9? 128.1 6631\ 210.2239.2 0
e R e e S B T
miz--> 50 100 150 200 250 Time--> 10.55

BF125966.D 8270-BF102521.M
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Abundance Scan 1586 (11.416 min): BF125917.D\data.ms (- #71

178.1 Phenanthrene
Concen: 14.672 ng
RT: 11.410 min Scan# 1585
Ref 50 Delta R.T. -0.006 min
Lab File: BF125966.D
76.0 Acq: 27 Oct 2021 16:35
0\39\01 \‘\“‘\ H\ “ \1\2‘6\0\ ‘“‘\ \“h\ L B B B
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.78 RESpZ 463620
Abundance Scan 1585 (11.410 min): BF125066.D\datams 100 Ratio  Lower Upper
178.1 178 100
176 19.4 14.7 22.1
179 19.8 11.5 17.3#
Raw 50 55.0
97.1 Abundance
11410
ol w w : ‘M“‘\H“‘J W ““3% L hu‘ “51‘2‘1‘2“‘4‘2‘ — 400000
m/z--> 50 lOO 150 200 250
Abundance Scan 1585 (11.410 min): BF125966.D\data.ms (- 300000
178.1
200000
Sub
50
971 100000
55.0
ol .. 1391 | 2121p43107a N —
e e e S o
m/z--> 50 100 150 200 250 Time--> 11.40
Abundance Scan 1595 (11.469 min): BF125917.D\data.ms (- #72
178.1 Anthracene
Concen: 2.079 ng
RT: 11.457 min Scan# 1593
Ref 50 Delta R.T. -0.012 min
Lab File: BF125966.D
Acq: 27 Oct 2021 16:35
0\\‘\‘7\?\‘0‘\‘]\-2\6\\0}“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350 Tgt Ion:178 Resp: 65604
Abundance Scan 1593 (11.457 min): BF125966.D\datams 10" Ratio Lower Upper
55,0 178 100
176 21.9 14.3 21.5#
179 42.1 12.2 18.4#
Raw g0 178.1
Abundance
‘ 200000
oL L 32522702 3287 387,
miz--> 50 100 150 200 250 300 350 150000
Abundance Scan 1593 (11.457 min): BF125966.D\data.ms (-
178.1
100000
11.457
Sub 50 /
50000
1201 328.7 \W
0 62°\| M 32522701 %77 ag. 0
T s o LT R Bt L R R
m/z--> 50 100 150 200 250 300 350 Time--> 11.45
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Abundance Scan 2031 (14.033 min): BF125917.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.010 min Scan# 2027
Ref 50 Delta R.T. -0.024 min
Lab File: BF125966.D
149.0 Acq: 27 Oct 2021 16:35
ol 570 08 | 20810 279.1
iz 50 100 150 200 250 Tgt Ion:240 Resp: 484339
Abundance Scan 2027 (14.010 min): BF125966.D\datams 10N Ratio Lower Upper
240.2 240 100
120 11.5 10.8 16.2
236 25.7 21.6 32.4
Raw 50
Abundance
550, 8‘38‘1‘\ ] "1‘156‘.0‘ | ‘20%‘1 | 282 500000
miz--> 50 100 150 200 250 400000
Abundance Scan 2027 (14.010 min): BF125966.D\data.ms (-
240.2 300000
Sub 200000
50
100000
oL 521 o1 " 1001 2091 | ey o)
miz--> 50 100 150 200 250 Time--> 14.00  14.10

Abundance Scan 1852 (12.980 min): BF125917.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 73.217 ng
RT: 12.968 min Scan# 1850
Ref 50 Delta R.T. -0.012 min
Lab File: BF125966.D
540 12‘2'1 16?11 8:lr ‘ Acq: 27 Oct 2021 16:35
O “‘\‘\‘i‘ \”‘“\ by “‘ [ L M’ L
mlz--> 50 100 150 200 250 300 Tgt IOI’]Z%44 Resp: 2167956
Abundance Scan 1850 (12.968 min): BF125966.D\datams 10" Ratio Lower Upper
244.2 244 100
212 7.8 5.9 8.9
122 10.6 9.0 13.4
Raw 50
Abundance
122.1 12968
160 1 2000000
(o5 \‘Sﬁlwo‘\ gt “\ \‘ bt \ t \1\98‘%‘ . M" \2\8\1-\2‘ T
m/z--> 50 100 150 200 250 300 1500000
Abundance Scan 1850 (12.968 min): BF125966.D\data.ms (-
244.2
1000000
Sub
50
500000
122.1 160.1
ot SO B3 ol
m/z--> 50 100 150 200 250 300 Time--> 12 90 13.00

BF125966.D 8270-BF102521.M Thu Oct 28 08:58:59 2021 Page 17



Abundance Scan 2280 (15.498 min): BF125917.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.474 min Scan# 2276

Ref 50 Delta R.T. -0.024 min
Lab File: BF125966.D
132.1 Acq: 27 Oct 2021 16:35
04— T " \‘H\ J\‘ T \1\9\1‘9\ iy ‘M\‘H“ T \?\’5‘5\
m/z--> 50 100 150 200 250 300 350 I8t Ion:264 Resp: 438916
Abundance Scan 2276 (15.474 min): BF125966.D\datams 10N Ratlo Lower Upper
264.2 264 100

260 23.9 19.6 29.4
265 21.7 17.2 25.8

Raw 50
Abundance
132.1 15.474
0\4ﬂ..‘0\ \8\8\? \“”\ “H\ [T \\2(‘)3'\0\“\ ‘N\‘”\ T \3\4\1‘0\ 300000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2276 (15.474 min): BF125966.D\data.ms (-
264.1 200000
Sub
50 100000
132.1
0 66.0 A \\H 180.1221.1 || 341.0 1
I e e e A B L B S
m/z--> 50 100 150 200 250 300 350 Time--> 15.40 15.50
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