Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32621\
Data File : BF123495.D

Acqg On : 26 Mar 2021 20:02
Operator : JU/CG

Sample : M1770-16

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Time: Mar 26 22:58:50 2021

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

QLast Update : Fri Mar 26 12:51:59 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.898 152 259823 20.00 ng 0.00
21) Naphthalene-d8 8.186 136 960306 20.00 ng # 0.00
39) Acenaphthene-di10 9.945 164 528881 20.00 ng 0.00
64) Phenanthrene-d10 11.433 188 889053 20.00 ng 0.00
76) Chrysene-di12 14.080 240 528727 20.00 ng 0.00
86) Perylene-di12 15.574 264 471285 20.00 ng 0.00

System Monitoring Compounds
5) 2-Fluorophenol .522 112 888244 55.93 ng

7) Phenol-dé6 .516 99 740779 35.04 ng -

23) Nitrobenzene-d5 .463 82 1632169 91.73 ng

5 0

6 0

7 0
42) 2,4,6-Tribromophenol 10.733 330 753902 127.50 ng 0.00

9 0

3 0

45) 2-Fluorobiphenyl .263 172 2890784 78.09 ng .00
79) Terphenyl-di4 13.027 244 2711203 86.90 ng .00

Target Compounds Qvalue
2) 1,4-Dioxane 2.740 88 104875 13.73 ng # 64
35) Caprolactam 8.575 113 46692 10.12 ng # 31

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032621\
Data File : BF123495.D

Acqg On : 26 Mar 2021 20:02
Operator : JU/CG

Sample : M1770-16
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ALS Vvial : 20 Sample Multiplier: 1

Quant Time: Mar 26 22:58:50 2021
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Abundance TIC: BF123495.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: 6.898 min Scan# 818

Ref 50 115.0 Delta R.T. ©.000 min
52. 78.0 Lab File: BF123495.D
‘ ‘ Acq: 26 Mar 2021 20:02
OM“;H‘_\‘_"u\_m_w_l‘s‘z.‘q”
m/z--> 40 60 100 120 140 160 18t Ion:152 Resp: 259823

Abundance Scan818(6.898m|n). BF123495.D\datams 100 Ratio Lower Upper
150.0 152 100

150 147.6 125.8 188.6
115 61.8 49.3 73.9

Raw 50 115.0
52.0 78.0 ' Abundance
m/z--> 40 60 80 100 120 140 160
Abundance Scan 818 (6.898 min): BF123495.D\data.ms (-80 300000
150.0
200000
Sub
50 115.0
52.0 780 100000
Ot 1989 | 1319 O
miz--> 40 60 80 100 120 140 160 Time--> 6.85  6.90

Abundance Scan 105 (2.705 min): BF123401.D\data.ms (-99 #2

58.0 88.1 1,4-Dioxane
Concen: 13.73 ng
RT: 2.740 min Scan# 111
Ref 50 43.0 Delta R.T. 0.059 min
Lab File: BF123495.D
Acqg: 26 Mar 2021 20:02
0\‘\\\\“1“\\‘\\\“\\\G\QEQ\\\‘\\\“‘\\\\‘
m/z--> 30 40 50 60 70 80 90 Tgt IOI’]Z.SS Resp: 104875
Abundance  Scan 111 (2.740 min): BF123495 D\datams ~ 10N Ratlo Lower Upper
58.0 88.0 88 100
58 103.3 56.2 84.2#
43 39.5 21.8 32.6%#
Raw 50
43.0 Abundance
‘ 2.740
0 \‘\\\\“1“\\“\\\ “\\\\‘\\\\‘\\\“‘\\\\‘ 60000
miz--> 30 40 50 60 70 80 90
Abundance Scan 111 (2.740 min): BF123495.D\data.ms (-50
58.0 88.0 40000
Sub
50 43.0 20000
0 | e
miz--> 30 40 50 60 70 80 90 Time--> 2.70 2.75 2.80
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Abundance Scan 584 (5.522 min): BF123401.D\data.ms (-57 #5

112.0 2-Fluorophenol
64.0 Concen: 55.93 ng
RT: 5.522 min Scan# 584
Ref 50 Delta R.T. ©0.006 min
92.0 Lab File: BF123495.D
38.0 ‘ ‘ Acq: 26 Mar 2021 20:02
0! ‘M‘”\MH‘\‘H‘\‘HH‘HH’HH‘\H
m/z--> 40 60 80 100 120 140 160 1go I8t Ion:112 Resp: 888244
Abundance  Scan 584 (5.522 min): BF123495 D\datams 190 Ratlo Lower Upper
112.0 112 100
64.0 64 69.0 46.9 70.3
63 35.4 24.5 36.7
Raw 50
Abundance
92.0 5.622
391 ‘ ‘ 800000
O~ \‘H‘ \‘\‘h\“l“”\‘i = m T [T ‘\ [T T T[T T TT Tt \:!-‘8\3\9\
m/z--> 40 60 80 100 120 140 160 180 600000
Abundance Scan 584 (5.522 min): BF123495.D\data.ms (-53
112.0
64.0 400000
Sub ﬂ
50 |
200000 |
92.0 ‘
38.0 )
0 1839 0# e
m/z--> 40 60 80 100 120 140 160 180 Time--> 550 5.60

Abundance Scan 756 (6.534 min): BF123401.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 35.04 ng
RT: 6.516 min Scan# 753
Ref 50 711 Delta R.T. -0.012 min
42.1 ' Lab File: BF123495.D
54.1 Acqg: 26 Mar 2021 20:02
GH‘H\“‘M\MH“}‘\“\‘MH‘\‘\““M\‘\8‘2\-\1\\‘\1\\“‘\\H‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 740779
Abundance  Scan 753 (6.516 min): BF123495.D\data.ms Igg 2;;10 Lower Upper
9d.1
42 24.5 13.8 20.6#
71 35.9 26.9 40.3
Raw 50
711 Abundance
42.1 800000 6.516
54.0
OH‘H\\“Hwhuul‘l\‘l‘HM“‘\‘\MB‘Z\-\OH‘HH“HH‘\
m/z--> 30 40 50 60 70 80 90 100 600000
Abundance Scan 753 (6.516 min): BF123495.D\data.ms (-70
99.1
400000
Sub
50 711 200000
42.0
54.0
Ol e 820 e
m/z--> 30 40 50 60 70 80 90 100 Time--> 6.50 6.60
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Abundance Scan 1040 (8.204 min): BF123401.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 8.186 min Scan# 1037
Ref 50 Delta R.T. ©0.000 min
Lab File: BF123495.D
54.1 108.1 Acq: 26 Mar 2021 20:02
0H\“HMHN\”‘\:H\‘\‘!H’\HM‘HH‘\\\\‘\\\\’\\\2\’2\4\-\7
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:136 Resp: 9663606
Abundance Scan 1037 (8.186 min): BF123495.D\datams 100 Ratlo Lower Upper
136.1 136 100
137 10.8 8.8 13.2
54 11.0 5.5 8.3#
Raw 5o 68 5.7 4.6 6.8
Abundance
1000000 8486
54.0 108.1
. \‘ \\8959 ‘ \H
0H\‘HH‘MH‘HH‘\‘H\’\H [T T T[T T T T[T T T T oo 800000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1037 (8.186 min): B‘~F123495.D\data.ms (-9 600000
136.1
400000
Sub
50
200000
54.0 108.1 -
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.15 8.20

Abundance Scan 917 (7.481 min): BF123401.D\data.ms (-91 #23
8

2.0 Nitrobenzene-d5
54.1 Concen: 91.73 ng
RT: 7.463 min Scan# 914
Ref 50 128.1 Delta R.T. ©.000 min
Lab File: BF123495.D
98.1 Acq: 26 Mar 2021 20:02
0 49"0 H‘w 68‘1 1l ‘ 112'1 .
LI ‘ T T ‘ T ‘ L ‘ T T ‘ T T ‘
m/z--> 40 60 30 100 120 Tgt IOI’]Z.SZ Resp: 1632169
Abundance  Scan 914 (7.463 min): BF123495.D\data.ms Ion Ratio Lower Upper
83.1 82 100
128 42.1 37.0 55.4
541 54 66.5 38.4 57.6#
Raw 50 128.1
L
98.1
oo || een || waa |
LI ‘ T T T ‘ T ‘ L ‘ T T ‘ T T ‘
miz--> 40 60 80 100 120
— 1000000
Abundance Scan 914 (7.463 min): BF123495.D\data.ms (-86
82.1
54.1
Sub 500000
50 128.1
98.1
ol 420 Loesn, | uea | 0
e R e SR EEEEEE
m/z--> 40 60 80 100 120 Time--> 7.40 7.50
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Abundance Scan 1114 (8.639 min): BF123401.D\data.ms (-1 #35

55.0 Caprolactam
Concen: 10.12 ng
42.1 RT: 8.575 min Scan# 1103
Ref 50 85.1 113.1 Delta R.T. -0.047 min
‘ Lab File: BF123495.D
Acqg: 26 Mar 2021 20:02
0\‘\H}}\‘\‘Hi‘i‘\‘\‘\‘\\6\\“.&\\\‘\‘\M‘\9\8\.|O\\\\‘H\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:113 Resp: 46692
Abundance Scan 1103 (8.575 min): BF123495 D\datams 10" Ratlo Lower Upper
55.0 113 100
55 250.4 133.7 173.7#
56 181.9 95.3 135.3#
Raw 5o 421
85.1 1131 Abundance
100000
| |
0\‘HH‘}\‘}Hi‘N\‘\‘H\?HH\\‘\‘\i\‘\\g\8\.‘1\-\\\‘HH‘HH‘\ 80000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1103 (8.575 min): BF123495.D\data.ms (-1 60000
55.0
b 40000
Su 42.0
50 85.0 113.1
' 20000
68.0
miz--> 30 40 50 60 70 80 90 100110120  Time-> 8.50 8.55 8.60

Abundance Scan 1339 (9.963 min): BF123401.D\data.ms (-1 #39

1 Acenaphthene-di10

Concen: 20.00 ng

RT: 9.945 min Scan# 1336

[

Ref 50 Delta R.T. ©0.000 min
Lab File: BF123495.D
saq 00 Acq: 26 Mar 2021 20:02
G \3\6\.9\ T H; ‘ }H T “‘“‘\ \‘\ \]‘_(\)‘?-\]_\‘\]-\3\‘2‘;]-‘\\\\‘“
m/z--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 528881

Abundance Scan 1336 (9.945 min): BF123495.D\datams 10N Ratio Lower Upper

168.1 164 100
162 100.9 80.8 121.2
160 44.0 35.4 53.0
Raw 50
Abundance
80.1
o 5ﬁ-1 L1061 1321 | 500000
\\\“\\HH1\1“‘\\‘H‘\‘\‘H‘H\‘\“HH
m/z--> 40 60 80 100 120 140 160 400000
Abundance Scan 1336 (9.945 min): BF123495.D\data.ms (-1
162.1 300000
Sub 200000
50
100000
80.1
41 1061 1321 0
ottt e
m/z--> 40 60 80 100 120 140 160 Time-->
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Abundance Scan 1474 (10.757 min): BF123401.D\data.ms (- #42

32D.€ 2 4,6-Tribromophenol
Concen: 127.50 ng

RT: 10.733 min Scan# 1470
Delta R.T. -0.006 min

Lab File: BF123495.D

Acqg: 26 Mar 2021 20:02

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 753902

Abundance Scan 1470 (10.733 min): BF123495. D\data.ms 1oN Ratio Lower Upper
3206 330 100

332 96.5 77.5 116.3

62.0 141 30.4 23.8 35.8
Raw 50
143.0 Abundance
221.9 10.7r33
o 04 18 | |276.7 600000
L ‘ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300

Abundance Scan 1470 (10.733 min): BF123495.D\data.ms (-
329.¢ 400000

Sub |
200000 |

ol JL

- \‘\
miz--> 50 100 150 200 250 300 Time--> 10.80

Abundance Scan 1223 (9.281 min): BF123401.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl

Concen: 78.09 ng

RT: 9.263 min Scan# 1220
Ref 50 Delta R.T. ©.000 min

Lab File: BF123495.D

Acqg: 26 Mar 2021 20:02

04 \“ \5\%\'(\‘)“‘\ f \”‘}8‘?‘.‘\0\‘\%9?-9 i %?\‘3\(‘)%?‘\%‘]‘-\ i ‘\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 2890784

Abundance Scan 1220 (9.263 min): BF123495 D\datams 10N Ratio Lower Upper
1721 172 100

171 37.1 29.6 44.4
170 24.7 19.5 29.3

Raw 50
Abundance
2500000 o403
s ,50 w7 180121 |
Ot~ \“H‘\ \““\ \ M‘\“\ \‘\‘|\‘\Hi\”\\\‘\‘\‘\‘\“ ! T
m/z--> 40 60 80 100 120 140 160 2000000
Abundance Scan 1220 (9.263 min): BF123495.D\data.ms (-1
172.1 1500000
Sub 1000000
50
500000 N
51.0 85.0 107.0 133.0152.1 ‘
0\\\‘\\H\\“\\\Mu‘\h\\\‘\\\\i\\\‘\‘\‘\‘\‘\‘\\‘\‘\ G\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 Time--> 9.20 9.25 9.30
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Abundance Scan 1592 (11.451 min): BF123401.D\data.ms (- #64

188.2  phenanthrene-di10

Concen: 20.00 ng

RT: 11.433 min Scan# 1589
Ref 50 Delta R.T. ©0.000 min

Lab File: BF123495.D

Acqg: 26 Mar 2021 20:02

80.1 0.1
541 | 1021 132.1 m\ N
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 889053

Abundance Scan 1589 (11.433 min): BF123495. D\datams 10N Ratio Lower Upper
1882 188 100

o

94 8.5 7.4 11.2
80 9.2 8.2 12.4
Raw 50
Abundance
1000000 11.433
80.1 0.1
ol 520 1" 1020 132.1 H N
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘
m/z--> 40 60 80 100 120 140 160 180 800000
Abundance Scan 1589 (11.433 min): BF123495.D\data.ms (-
188.2 600000
400000
Sub
50
200000
80.1 160.1
oL 501 Otaop0 1321 1T | oL\
e e e e LA e
m/z--> 40 60 80 100 120 140 160 180 Time--> 11.40 11.45

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

240.2 Chrysene-di12
Concen: 20.00 ng
RT: 14.080 min Scan# 2039
Ref 50 Delta R.T. -0.006 min
Lab File: BF123495.D
120.1 Acq: 26 Mar 2021 20:02
0 \4?(‘) \7\6\0\‘ “\HH T \1‘58\:\'_ t \2‘()%.:\'-”“\“‘”“ T \2\7\9\1
m/z--> 50 100 150 200 250 Tgt IOI’]Z%49 Resp: 528727
Abundance Scan 2039 (14.080 min): BF123495.D\datams 10N Ratio  Lower Upper
240.2 240 100
120 9.3 8.6 12.8
236 24 .4 20.3 30.5
Raw 50
Abundance
120.1
ol 521 850 i | 1561 2081 || 281(
T T ‘ T L T T T T T ‘ T L T ‘ \ T T ‘ T L T
miz--> 50 100 150 200 250
. 400000
Abundance Scan 2039 (14.080 min): BF123495.D\data.ms (-
240.2
Sub 200000
50
120.1
ob881 i 1561 208 WM 281.( 0! :
\\‘\\\\ \\\\‘\\\\‘\\\ ‘\\\\ \‘\\\\‘\\\\‘\\
m/z-—-> 50 100 150 200 250 Time--> 14.00 14.10 14.20
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Abundance Scan 1863 (13.045 min): BF123401.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 86.90 ng
RT: 13.027 min Scan# 1860
Ref 50 Delta R.T. ©0.000 min
Lab File: BF123495.D
Acqg: 26 Mar 2021 20:02
541 12211601 g ‘ 9
Ot “‘\‘\‘\” \”“‘\ ‘\‘\‘\ “1‘\ T \"}\‘\H\M“ T \?6\(
m/z--> 50 100 150 200 250 300 I8t Ion:244 Resp: 2711203
Abundance Scan 1860 (13.027 min): BF123495.D\datams 10N Ratlo Lower Upper
2442 244 100
212 7.4 5.7 8.5
122 10.5 8.3 12.5
Raw 50
Abundance
122 2500000 13.p27
54.1 B 150 11981 |
0\\“”\‘\\”\”“\\\\ \\\’\\‘\H\“\\\\‘\
m/z--> 50 100 150 200 250 300 2000000
Abundance Scan 1860 (13.027 min): BF123495.D\data.ms (-
244.2 1500000
Sub 1000000
50
500000
122.1
RS N . W A 4 S—
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: 15.574 min Scan# 2293

Ref 50 Delta R.T. -0.006 min
Lab File: BF123495.D
1321 Acq: 26 Mar 2021 20:02
0 \5\9’ \7\6\0\ I \‘H\ “H\ \1\8\0 \1’2\2\0\9 ‘“h‘\ LA
m/z--> 50 100 150 200 250 300 Tgt Ion:264 Resp: 471285
Abundance Scan 2293 (15.574 min): BF123495.D\datams 10" Ratio Lower Upper
264.2 264 100

260  22.5 18.6 28.0
265 21.5 17.6  25.6

Raw 50
Abundance
132.1 15.574
41.1 88.0 207.1 341,
0+ [T \H\ “H\ T "\ i ““\h‘\ LA B 300000
m/z--> 50 100 150 200 250 300
Abundance Scan 2293 (15.574 min): BF123495.D\data.ms (-
264.1 200000
Sub
50 100000
132.1
0420 901 | 18002191 .
\\’\\\\‘\ \\\\’\\\ \\\‘\\\\’ \‘\\\\\\\\‘\\
m/z--> 50 100 150 200 250 300 Time--> 15.50 15.60 15.70
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