Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32421\
Data File : BF123441.D

Acqg On : 24 Mar 2021 16:13

Operator : JU/CG

Sample : M1749-02

Misc . FS-SB-15-21-22

ALS vial : 9 Sample Multiplier: 1

Quant Time: Mar 25 00:39:14 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Mar 24 12:51:15 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.916 152 222582 20.00 ng 0.00
21) Naphthalene-d8 8.198 136 794832 20.00 ng # 0.00
39) Acenaphthene-di10 9.957 164 436594 20.00 ng 0.00
64) Phenanthrene-d10 11.445 188 704644 20.00 ng 0.00
76) Chrysene-di12 14.092 240 377802 20.00 ng -0.02
86) Perylene-di12 15.604 264 429416 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.534 112 1079551 79.35 ng 0.00

7) Phenol-dé6 6.534 99 1361409 75.17 ng 0.00
23) Nitrobenzene-d5 7.469 82 915663 62.18 ng -0.01
42) 2,4,6-Tribromophenol 10.745 330 382563 78.38 ng -0.01
45) 2-Fluorobiphenyl 9.274 172 1291682 42.27 ng 0.00
79) Terphenyl-di4 13.039 244 1090261 48.91 ng -0.01

Target Compounds Qvalue

9) Benzaldehyde 6.528 77 2351 Below Cal # 1
25) Isophorone 7.469 82 903751 28.54 ng # 65
54) 2,4-Dinitrophenol 9.939 184 225 8.71 ng # 1
65) 4,6-Dinitro-2-methylph... 10.745 198 694 5.29 ng # 1
67) 4-Bromophenyl-phenylether 10.745 248 21900 2.62 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@32421\
Data File : BF123441.D

Acqg On : 24 Mar 2021 16:13

Operator : JU/CG

Sample : M1749-02

Misc . FS-SB-15-21-22

ALS vial : 9 Sample Multiplier: 1

Quant Time: Mar 25 00:39:14 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Mar 24 12:51:15 2021

Response via : Initial Calibration

Abundance TIC: BF123441.D\data.ms
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Abundance Scan 821 (6.916 min): BF123401.D\data.ms (-81 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 6.916 min Scan# 821

Ref 50 115.0 Delta R.T. -0.000 min
52. 78.0 Lab File: BF123441.D
‘ Acq: 24 Mar 2021 16:13 FS-SB-15-21-22
oH»ww»t_”‘_“;_1‘3‘2-9”
miz--> 40 60 100 120 140 160 18t Ion:152 Resp: 222582

Abundance Scan821(6.916m|n). BF123441.D\datams 100 Ratio Lower Upper
150.0 152 100

150 148.0 125.8 188.6
115 56.3 49.3 73.9

Raw 50
115.0 Abundance
52. 78.1
miz--> 40 60 100 120 140 160
Abundance Scan 821 (6.916 mln). BF123441.D\data.ms (-80
150.0 200000
Sub
50 115.0 100000
52.0 78.1
0359, ‘ - »t“ 1980 L 0
miz--> 40 60 80 100 120 140 160 Time-->

Abundance Scan 584 (5.522 min): BF123401.D\data.ms (-57 #5
112.0 2-Fluorophenol
64.0 Concen: 79.35 ng
RT: 5.534 min Scan# 586
Ref 50 Delta R.T. ©.006 min
92.0 Lab File: BF123441.D
38.0 500 d} ‘ Acq: 24 Mar 2021 16:13

miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 1079551

Abundance  Scan 586 (5.534 min): BF123441 D\datams 10N Ratio Lower Upper
112.0 112 100

64 69.4 46.9 70.3

o

64.0 63 37.2 24.5 36.7#
Raw 50
Abundance
92.0 5.534
391 ‘ ‘ 1000000
0\‘\\\‘\H‘\\\\}‘\‘\1‘\“‘\\‘\i‘\‘\\g\o‘ﬁ\\‘\\\\‘\\\\"\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 800000
Abundance Scan 586 (5.534 min): BF123441.D\data.ms (-53
112.0 600000
64.0
sub 400000 1
50 “‘
92.0 200000 |
|
39.1 ‘ ‘ L
0 w‘w_ﬂuummwﬁ?rﬁ?wmww T s
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 550  5.60
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Abundance Scan 756 (6.534 min): BF123401.D\data.ms (-74 #7

99.1 Phenol-d6

Concen: 75.17 ng

RT: 6.534 min Scan# 756

Ref 50 711 Delta R.T. -0.006 min
42.1 ' Lab File: BF123441.D
‘ Acq: 24 Mar 2021 16:13 FS-SB-15-21-22
0\\‘\\\“‘M\M\\“1\‘\\‘i“\‘\“‘\\\\‘\\\\‘\1\\“‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 1361409
Abundance  Scan 756 (6.534 min): BF123441 D\datams 10" Ratlo Lower Upper
99.1 99 100

42 24.7 13.8 20.6#
71 35.7 26.9 40.3

Raw 50
71.1 Abundance
421 34
miz--> 30 40 50 60 70 80 90 100 1000000
Abundance Scan 756 (6.534 min): BF123441.D\data.ms (-70
99.1
ub 500000
50
711
421 L
GH‘\H RN S
miz--> 30 40 50 60 70 80 90 100 Time--> 6.50 6.60

Abundance Scan 1040 (8.204 min): BF123401.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 8.198 min Scan# 1039
Ref 50 Delta R.T. -0.000 min
Lab File: BF123441.D
54.1 108.1 Acq: 24 Mar 2021 16:13
GH\‘\\M\‘\‘\‘\N‘HH‘\!H‘\HM’\\\\‘\\\\‘\\\\‘\\\2\’2\4.\'\_’
miz--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:136 Resp: 794832
Abundance Scan 1039 (8.198 min): BF123441 D\datams 10N Ratlo Lower Upper
136.1 136 100
137 11.4 8.8 13.2
54 12.5 5.5 8.3#
Raw 5o 68 7.0 4.6  6.8%
Abundance
8.198
54.1 108.1
O\H‘H‘H}hw \h\‘\”M\H‘\!H‘\H‘H’\H:\Lﬁ?.\%‘\\H‘HH’\H 800000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1039 (8.198 min): BF123441.D\data.ms (-9 00000
136.1
400000
Sub
50
200000
54.0 108.1
0‘H‘waN‘WHHW‘L‘_JHWH}ﬁqgw‘u‘uu,u‘ L e
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 810 820
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Abundance Scan 917 (7.481 min): BF123401.D\data.ms (-91 #23

82.0 Nitrobenzene-d5
54.1 Concen: 62.18 ng
RT: 7.469 min Scan#t 915
Ref 50 128.1 Delta R.T. -0.012 min
Lab File: BF123441.D
98.1 Acq: 24 Mar 2021 16:13 FS-SB-15-21-22
oo | T |
T T T T LI \ ‘ T T \ T T T T ‘ T T T T ‘ L T T ‘
m/z--> 40 60 80 100 120 Tgt IOHZ‘SZ RESpZ 915663
Abundance  Scan 915 (7.469 min): BF123441 D\datams ~ 100 Ratlo Lower Upper
82.1 82 100
128 40.2 37.80 55.4
54.1 54 67.3 38.4 57.6#
Raw 50
1281 Abundance
98.1
w01 || esh | men | 800000
T T T ‘ T L \ ‘ T T \ ‘ T T T T ‘ T T T T ‘ L T T ‘
m/z-—-> 40 60 80 100 120
Abundance Scan 915 (7.469 min): BF123441.D\data.ms (86 000000
82.1
54.1 400000
Sub 50
1281 200000
98.1
ol 220 Loesh | 0! a_—
T T T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 Time--> 7.40 7.45 7.50

Abundance Scan 961 (7.739 min): BF123401.D\data.ms (-95 #25

82.0 Isophorone
Concen: 28.54 ng
RT: 7.469 min Scan# 915
Ref 50 Delta R.T. -0.271 min
Lab File: BF123441.D
39.1 541 1381  Acq: 24 Mar 2021 16:13
G\ \\“\ \‘\“‘\ \‘\ T \ ‘\ \\9\70\ T \\]_23\\1\\ T T
g s e e 100 120 140 Tt Ion: 182 Resp: 903751
Abundance Scan 915 (7.469 min): BF123441.D\datams 10N Ratio Lower Upper
82.1 82 100
95 0.1 5.8 8.6#
54.1 138 0.0 14.6 21.8#
Raw 50
1281 Abundance
98.1 7499
0\\3\8“}\\!‘\‘\‘\‘\‘\““\\\\‘-‘\]\-113\.1‘\\‘\\‘\\ 500000
miz--> 40 60 80 100 120 140
Abundance Scan 915 (7.469 min): BF123441 D\data.ms (91 000000
82.1
54.0 400000
Sub 50
1281 200000
‘ 98.1
o‘H‘Jﬁ‘m"“‘:“HH‘_H:_“H‘H R
miz--> 60 80 100 120 140 Time-> 7.45 750
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Abundance Scan 1339 (9.963 min): BF123401.D\data.ms (-1 #39

164.2 Acenaphthene-d10

Concen: 20.00 ng

RT: 9.957 min Scan# 1338

Ref 50 Delta R.T. -0.006 min
Lab File: BF123441.D
80.0 Acq: 24 Mar 2021 16:13 FS-SB-15-21-22
0 106.1132.1
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:164 Resp: 436594
Abundance Scan 1338 (9.957 min): BF123441 D\datams 10" Ratlo Lower Upper
1682.1 164 100

162 100.9 80.8 121.2
160 45.0 35.4 53.0

Raw 50
Abundance
ol 191.2 224. 400000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1338 (9.957 min): BF123441.D\data.ms (-1 300000
162.1
200000
Sub
50
100000
80.0
54.0
Ot 10BLT2L I 2062 -
m/z--> 40 60 80 100 120 140 160 180 200 220 Tjme-->  9.90  10.00

Abundance Scan 1474 (10.757 min): BF123401.D\data.ms (- #42

32D.€ 2,4,6-Tribromophenol
Concen: 78.38 ng

RT: 10.745 min Scan# 1472
Delta R.T. -0.012 min

Lab File: BF123441.D

Acq: 24 Mar 2021 16:13

Ref 50

O,
miz--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 382563
Abundance Scan 1472 (10.745 min): BF123441.D\data.ms ggg Egglo Lower Upper

332 94.6 77.5 116.3
141 31.6 23.8 35.8
Raw 50
Abundance

400000

0,
m/z--> 50 100 150 200 250 300 300000
Abundance Scan 1472 (10.745 min): BF123441.D\data.ms (-
' 200000
Sub
100000
- 7\ 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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Abundance Scan 1223 (9.281 min): BF123401.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 42.27 ng
RT: 9.274 min Scan# 1222
Ref 50 Delta R.T. -0.006 min
Lab File: BF123441.D
Acq: 24 Mar 2021 16:13 FS-SB-15-21-22
510 850 15001461 a
0\\\‘\\\\‘\\\‘N‘\‘\\\’\\\\‘\\\‘\‘\\‘\\‘\\‘ \‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:172 Resp: 1291682
Abundance Scan 1222 (9.274 min): BF123441 D\datams 190 Ratlo Lower Upper
172.1 172 100
171 35.7 29.6 44.4
176 24.0 19.5 29.3
Raw 50
Abundance
9.974
55.1 850 146.1
0 TT \““\ \H\ ‘\“‘\ ‘\‘ \‘H} ‘H\h\ \w]’.\()? \]-i \‘\ \‘\ ‘ \‘\M T ‘ T \ ‘\ ‘ \]\-\9\6‘.\3\ TT ‘
miz--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 1222 (9.274 min): BF123441.D\data.ms (-1
172.1
500000
Sub
50
n
|
|
SJT 0 \85\ 0 120. 0\14\6\\1 M 196.3 0
o SN MW P ustrhot P N VRN | ML L2 e
miz--> 40 60 80 100 120 140 160 180 200  Time-> 9.20 9.25 9.30 9.35
Abundance Scan 1347 (10.010 min): BF123401.D\data.ms (- #54
184.0 2,4-Dinitrophenol
63.0
Concen: 8.71 ng

RT: 9.939 min Scan# 1335
Delta R.T. -0.077 min
Lab File: BF123441.D
Acq: 24 Mar 2021 16:13

Ref 50

O,
miz--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:184 Resp: 225
Abundance Scan 1335 (9.939 min): BF123441 D\datams 10N Ratlo Lower Upper
1 184 100

63 0.0 51.4 77.2#
154 556.1 49.7 74.5#

97.1
Raw 50
Ab““dﬂgﬁb
123.1
151.2 182.2 210.1
0! 2000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1335 (9.939 min): BF123441.D\data.ms (-1 1500
97.1
1000
Sub
50 162.2
500
207.2
I S O < N P\ G
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 992 994 9096
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Abundance Scan 1592 (11.451 min): BF123401.D\data.ms (- #64

Phenanthrene-di10

Concen: 20.00 ng
RT: 11.445 min Scan# 1591
Delta R.T. -0.006 min
Lab File: BF123441.D
Acq: 24 Mar 2021 16:13
Tgt Ion:188 Resp: 704644
Ion Ratio Lower Upper
188 100
94 9.6 7.4 11.2
80 11.1 8.2 12.4
Abundance
11.445
600000
400000
200000
T ‘ L ’ L T
Time--> 11.40 1145

188.2
Ref 50
80.1 160.1
521, | 1821 |
0\\‘”\“\”\i‘\\\‘\“‘\\\‘\’\\\\‘
m/z--> 50 100 150 200
Abundance Scan 1591 (11.445 min): BF123441.D\data.ms
188.2
Raw 50
80.0 160.1
0 \4%.1‘-“\“\ ‘! i“‘ T \13\‘2\1‘ “‘! f \‘m\ | \2\46‘:
m/z--> 50 100 150 200
Abundance Scan 1591 (11.445 min): BF123441.D\data.ms (-
188.2
Sub
50
80.0 160.1
520, ") 13217 " || 246.:
b2l 2n L 2t
m/z--> 50 100 150 200

Abundance Scan 1440 (10.557 min): BF123401.D\data.ms (- #65

FS-SB-15-21-22

198.0 4,6-Dinitro-2-methylphenol
Concen: 5.29 ng
RT: 10.745 min Scan# 1472
Ref 50 105.0 Delta R.T. ©.188 min
51.0 Lab File: BF123441.D
Acq: 24 Mar 2021 16:13
O+ \“i‘\‘“\“h\ \“““\ T \‘1\5“2\ - “ L B
m/z--> 50 100 150 200 250 300 Tgt Ion:198 Resp: 694
Abundance Scan 1472 (10.745 min): BF123441.D\datams 100 Ratio Lower Upper
198 100
51 269.6 20.3 60.34#
105 169.5 23.0 63.0#
Raw 50
Abundance
2500
ol .
miz--> 50 100 150 200 250 300 2000
Abundance Scan 1472 (10.745 min): BF123441.D\data.ms (-
. 1500
Sub 1000
500
| 01
m/z--> 50 100 150 200 250 300 Time-->
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Abundance Scan 1515 (10.998 min): BF123401.D\data.ms (- #67

4-Bromophenyl-phenylether
Concen: 2.62 ng
RT: 10.745 min Scan# 1472

248.0
141.1
77.0
Ref 50
odi| |

0 \ﬁ T ‘\“‘H‘\“H‘\‘\““ Tl ‘}‘H‘”\l“\?\g.\g‘ L A T
miz--> 50 100 150 200 250 300
Abundance Scan 1472 (10.745 min): BF123441.D\data.ms

Raw 50

0,

329.€

m/z--> 50 100 150 200 250 300

Abundance Scan 1472 (10.745 min): BF123441.D\data.ms (-
Sub

miz--> 50 100 150 200 250 300

Delta R.T. -0.253 min
Lab File: BF123441.D
Acq: 24 Mar 2021 16:13
Tgt Ion:248 Resp: 21900
Ion Ratio Lower Upper
248 100
250 218.5 76.8 115.2#
141 586.6 59.8 89.8#
Abundance
100000
50000
T T L T ‘ T L T
Time--> 10.70 10.75

Abundance Scan 2043 (14.104 min): BF123401.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.00 ng
RT: 14.092 min Scan# 2041
Ref 50 Delta R.T. -0.018 min
Lab File: BF123441.D
1201 ‘ Acq: 24 Mar 2021 16:13
O T \7\6\0\” “‘\‘HH L }\9?.‘}\““‘\‘“”“ T [T T T
miz--> 50 100 150 200 250 300 350 '8t Ion:246 Resp: 377862
Abundance Scan 2041 (14.092 min): BF123441.D\datams 100 Ratio Lower Upper
240.2 240 100
120 12.1 8.6 12.8
236 26.5 20.3 30.5
Raw 50
Abundance
R58560 14.092
120.1
(o5 \52‘\0\ et “‘\‘” T \]\-9\4‘%\ \“‘H“ \2\8\2\0‘ T \3\59\
miz--> 50 100 150 200 250 300 350 300000
Abundance Scan 2041 (14.092 min): BF123441.D\data.ms (-
240.2
200000
Sub
50 100000
120.1
0 540 || 1941 || 281.0 350. 01
e e e e ——T
miz--> 50 100 150 200 250 300 350 Time--> 14.10
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Abundance Scan 1863 (13.045 min): BF123401.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 48.91 ng
RT: 13.039 min Scan# 1862
Ref 50 Delta R.T. -0.012 min
Lab File: BF123441.D
Acq: 24 Mar 2021 16:13
54.1 122.1160.1 144 ‘ 9
Ot “‘\‘\ in \”“‘\ ‘\‘\‘\ “1‘\ T \" }\‘\H\M“ T \?6\(
m/z--> 50 100 150 200 250 300 I8t Ion:244 Resp: 1090261
Abundance Scan 1862 (13.039 min): BF123441.D\datams 10" Ratio Lower Upper
244.2 244 100
212 7.0 5.7 8.5
122 10.4 8.3 12.5
Raw 50
Abundance
13.p39
122.1
sar  MTI011g85 | 9410
T ‘ T ‘ T T ‘ 1T ’ T ‘ T T T ‘ T 1000000
m/z--> 50 100 150 200 250 300
Abundance Scan 1862 (13.039 min): BF123441.D\data.ms (-
244.2
500000
Sub
50
122.1
o540 EEI1014037 | og10 0
e R R e Pt — T
m/z--> 50 100 150 200 250 300 Time--> 13.00  13.10

Abundance Scan 2298 (15.604 min): BF123401.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.00 ng
RT: 15.604 min Scan# 2298
Ref 50 Delta R.T. -0.006 min
Lab File: BF123441.D
132.1 ‘ Acq: 24 Mar 2021 16:13
059760 | 18012209 [
miz--> 50 100 150 200 250 300 350 T8t Ton:264 Resp: 429416
Abundance Scan 2298 (15.604 min): BF123441 D\datams 10N Ratlo Lower Upper
264.2 264 100
260 22.8 18.6 28.0
265 20.8 17.0 25.6
Raw 50
Abundance
15604
132.1 300000
ol440851 | 2071 || 3420
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2298 (15.604 min): BF123441.D\data.ms (- 200000
264.1
sub o 100000
132.1
0l45.0 901 | 18012211 M 342.0 0|
e T
miz--> 50 100 150 200 250 300 350 Time--> 15.60 15.70
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