Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48511.D

Acqg On : 25 Mar 2021 21:07

Operator : CG/JU

Sample : M1796-02 :
Misc : PB-2021-WW-000-06

ALS Vvial : 18 Sample Multiplier: 1

Quant Time: Mar 26 00:47:43 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Mar 25 02:47:17 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.100 152 46377 20.00 ng # 0.00
21) Naphthalene-d8 10.920 136 181050 20.00 ng # 0.00
39) Acenaphthene-di10 14.739 164 127171 20.00 ng 0.00
64) Phenanthrene-d10 17.489 188 294698 20.00 ng # 0.00
76) Chrysene-di12 21.784 240 295222 20.00 ng # 0.00
86) Perylene-di12 25.109 264 313980 20.00 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.650 112 106634 38.02 ng 0.00

7) Phenol-dé6 7.254 99 116334 28.51 ng 0.00
23) Nitrobenzene-d5 9.263 82 161063 35.57 ng 0.00
42) 2,4,6-Tribromophenol 16.231 330 128245 62.01 ng 0.00
45) 2-Fluorobiphenyl 13.364 172 343011 38.80 ng 0.00
79) Terphenyl-di4 20.098 244 599968 36.65 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 10.215 122 4515 2.02 ng # 78
35) Caprolactam 11.831 113 35065 29.42 ng # 87

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48511.D

Acqg On : 25 Mar 2021 21:07

Operator : CG/JU

Sample : M1796-02 :
Misc : PB-2021-WW-000-06

ALS vial : 18 Sample Multiplier: 1

Quant Time: Mar 26 00:47:43 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Mar 25 02:47:17 2021

Response via : Initial Calibration

Abundance TIC: BG048511.D\data.ms
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Abundance Scan 812 (8.112 min): BG048415.D\data.ms (-8C #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 8.100 min Scan# 810
Ref 50 Delta R.T. -0.003 min
78.1 Lab File: BG@48511.D
1 “ Acq: 25 Mar 2021 21:07
0‘%ﬂ“WM”LH”H*W**H\H*W**W\H‘w“www‘w
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion:152 Resp: 46377
Abundance  Scan 810 (8.100 min): BG048511.D\datams 10N Ratio Lower Upper
150.0 152 100
150 162.3 125.0 187.6
115 67.0 41.8 62.6%#
Raw 50
78.0 Abundance
‘ 40000
0‘*%“MW“LH H‘w“H\H‘w“H\H‘w“H\ﬁgﬁ
mlz--> 50 100 150 200 250 300 350 400 450 30000
Abundance Scan 810 (8.100 min): BG048511.D\data.ms (-7¢
150.0
20000
Sub 50
8.0 10000
G”H‘AJ ‘H‘w“w“H\H“M“w‘H‘\ﬂggi RN SARSRARE
m/z--> 50 100 150 200 250 300 350 400 450  Time--> 8.05 8.10 8.15

Abundance Scan 394 (5.656 min): BG048415.D\data.ms (-3¢ #5

112.0
64.1
Ref 50
0+ \“ T \‘ T ]\.5‘1\1\ \1\98‘]\- LA B
miz--> 50 100 150 200 250
Abundance  Scan 393 (5.650 min): BG048511.D\data.ms
112.0
64.1
Raw 50
0 e — L
miz--> 50 100 150 200 250
Abundance Scan 393 (5.650 min): BG048511.D\data.ms (-3(
112.0
64.1
Sub
50
0 S — L
m/z--> 50 100 150 200 250

BGO48511.D 8270-BGO31821.M

2-Fluorophenol

Concen:
RT: 5.
Delta R.

Lab File:

Acq: 25

Tgt Ion:

Ion Ratio

38.02 ng
650 min Scan# 393
T. ©0.003 min
BGO48511.D
Mar 2021 21:07

106634
Upper

112 Resp:
Lower

112 100

64 70.9 46.7
63 47.1 22.8

Abundance
60000

40000

20000

Time-->

70.1#
34.2#

5.60 5.65 5.70

Fri Mar 26 ©5:09:59 2021
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Abundance Scan 666 (7.254 min): BG048415.D\data.ms (-65 #7

99.1 Phenol-d6

Concen: 28.51 ng

RT: 7.254 min Scan# 666

Ref 50 Delta R.T. ©.003 min
Lab File: BG@48511.D
: } Acq: 25 Mar 2021 21:07 PB-2021-W\W-000-06
0 ﬁ“%\ﬂ‘\l\‘ \‘ |\ TTT ‘ TTTT ‘ TTTT ‘-\ TTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T \.\
m/z--> 50 100 150 200 250 300 350 400 450 500 T8t Ion: 99 Resp: 116334
Abundance  Scan 666 (7.254 min): BG048511.D\datams 10N Ratlo Lower Upper
99.1 99 100

42 21.9 12.8 19.24
71 45.9 24.6 36.8#

Raw 50
‘ Abundance
5 } 60000
Oﬁ“ﬁ\ul‘\‘\‘\\H\‘\\H‘\\\\‘\\\\’H\\‘\H\‘\\H‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 666 (7.254 min): BG048511.D\data.ms (-57
99.1 40000
sub 20000
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 720 7.30

Abundance Scan 1293 (10.938 min): BG048415.D\data.ms (- #21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 10.920 min Scan# 1290
Ref 50 Delta R.T. -0.009 min
Lab File: BGO48511.D
54.1 Acq: 25 Mar 2021 21:07
G\ i‘ ‘H.\‘M\ H%ﬁ-‘q\ T \‘\ ‘ T \].\9\2"6\ L \2‘5\9.\1\ T ‘ T \3\5‘]"\
miz--> 50 100 150 200 250 300 350 gt Ion:136 Resp: 181050
Abundance Scan 1290 (10.920 min): BG048511.D\data.ms 10" Ratio Lower Upper
136.1 136 100
137 11.2 9.1 13.7
54 6.9 6.2 9.4
Raw 5o 68 4.7 5.0 7.4
Abundance
100000
54.1
4. 200.8
O'Miiﬂ\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 80000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 1290 (10.920 min): BG048511.D\data.ms (:
136 60000
6.1
40000
Sub
50
20000
o 54.1 4. | .
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 Time--> 10.90 11.00
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Abundance Scan 1011 (9.281 min): BG048415.D\data.ms (-1 #23

82.0 Nitrobenzene-d5

Concen: 35.57 ng

RT: 9.263 min Scan# 1008

Ref 50 Delta R.T. -0.009 min
Lab File: BG@48511.D
Acq: 25 Mar 2021 21:07 PB-2021-W\W-000-06
0‘Mww“W“‘“\;H§%“w“wwﬂ“w“w“H\‘
m/z--> 50 100 150 200 250 300 350 400 450 T8t Ion: 82 Resp: 161663
Abundance Scan 1008 (9.263 min); BG048511.D\datams 10" Ratio Lower Upper
841 82 100

128 35.7 37.0 55.6#
54 51.3 39.0 58.4

Raw 50
Abundance
80000
0 U] 2327 459,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400 450 60000
Abundance Scan 1008 (9.263 min): BG048511.D\data.ms (-¢
82.1
40000
Sub
50
20000
oLt 22T s R
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 9.20 9.25 9.30
Abundance Scan 1169 (10.209 min): BG048415.D\data.ms (- #32
771 Benzoic acid
Concen: 2.02 ng
RT: 10.215 min Scan# 1170
Ref 50 Delta R.T. ©0.015 min
Lab File: BG@48511.D
Acq: 25 Mar 2021 21:07
0\h\‘h“\m\”\\l’\\\\‘\H\‘\\H‘\H\‘\\\\‘\H\‘H\\‘\\H‘
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion:122 Resp: 4515
Abundance Scan 1170 (10.215 min): BG048511.D\datams 10N Ratlo Lower Upper
771 122 100
105 110.8 103.7 143.7
77 116.5 63.0 103.0#
Raw 50
Abundance
471 2335 487. 2000
0\‘!‘H‘HM\‘\\’\\‘\\“\H\‘\\\‘\‘\H\‘\\\\‘\H\‘H\\‘\\H‘
m/z--> 50 100 150 200 250 300 350 400 450 1500
Abundance Scan 1170 (10.215 min): BG048511.D\data.ms (-
77.1
1000
Sub
50
500
YL 1L N ot P
miz--> 50 100 150 200 250 300 350 400 450  Time--> 10.20
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BGO48511.D 8270-BGO31821.M

Abundance Scan 1450 (11.860 min): BG048415.D\data.ms (- #35

531 Caprolactam
113.1 Concen: 29.42 ng
RT: 11.831 min Scan# 1445
Ref 50 Delta R.T. -0.026 min
Lab File: BGO48511.D
Acq: 25 Mar 2021 21:07
0 \“h \\‘\ }U J\ o 1939 2954 378
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ . .
m/z--> 50 100 150 200 250 300 350 Tgt Ion:113 Resp: 35065
Abundance Scan 1445 (11.831 min): BG048511.D\datams 10N Ratlo Lower Upper
55.1 113 100
1131 55 140.2 149.2 189.2#
56 124.5 107.2 147.2
Raw 50
Abundance
25000
0\“1““"‘\"\‘\“\“\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ 20000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 1445 (11.831 min): BG048511.D\data.ms (-
58.1 15000
113.1
10000
Sub
50
5000
m/z--> 50 100 150 200 250 300 350  Time--> 11.80  11.90

Abundance Scan 1942 (14.751 min): BG048415.D\data.ms (- #39

164.1 Acenaphthene-d1e

Concen: 20.00 ng

RT: 14.739 min Scan# 1940

Ref 50 Delta R.T. -0.009 min
Lab File: BG@48511.D
80.1 Acq: 25 Mar 2021 21:07
04 \"M\d‘\UL‘} “ \‘\h‘\ ‘l TTT ’2\2\7\\2‘\ \2\9\?\5\\ T T I \" TTT
miz--> 50 100 150 200 250 300 350 400 450 18t Ion:164 Resp: 127171
Abundance Scan 1940 (14.739 min): BG048511.D\data.ms 10" Ratio Lower Upper
162.1 164 100

162 105.8 82.3 123.5
160 46.6 35.3 52.9

Raw 50
Abundance
80.0 80000
0! el 309 2
m/z--> 50 100 150 200 250 300 350 400 450 60000
Abundance Scan 1940 (14.739 min): BG048511.D\data.ms (-
162.1
40000
Sub
50
20000
80.0
ol . 40.9 472. 0
\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\ \\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 14.70 14.80

Fri Mar 26 ©05:10:01 2021
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Abundance Scan 2196 (16.243 min): BG048415.D\data.ms (- #42

32D.& 2,4,6-Tribromophenol
Concen: 62.01 ng
RT: 16.231 min Scan# 2194
Ref 50 Delta R.T. -0.003 min
Lab File: BGO48511.D :
Acq: 25 Mar 2021 21:07 PB-2021-WW-000-06
0,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 128245
Abundance Scan 2194 (16.231 min): BG048511.D\datams 1ON Ratlo Lower Upper
320¢ 330 100
332 97.3 76.5 114.7
141 36.2 26.0 39.0
Raw 50
Abundance
80000
0,
m/z--> 50 100 150 200 250 300 60000
Abundance Scan 2194 (16.231 min): BG048511.D\data.ms (-
329.¢
40000
Sub
50 62.0
140.9 20000
‘ 222.9
odbil o Lm0 | jomas e
miz--> 50 100 150 200 250 300 Time--> 16.20 16.30
Abundance Scan 1708 (13.376 min): BG048415.D\data.ms (- #45
172.1 2-Fluorobiphenyl
Concen: 38.80 ng
RT: 13.364 min Scan# 1706
Ref 50 Delta R.T. -0.003 min
Lab File: BGO48511.D
Acq: 25 Mar 2021 21:07
7?.9 133'H
O ‘“ \“\”\‘h\‘“‘ u \H‘\‘\h“”\ e T T [ B
miz--> 50 100 150 200 250 300 Tgt Ion:172 Resp: 3430611
Abundance Scan 1706 (13.364 min): BG048511.D\data.ms Ion Ratio Lower Upper
1721 172 100
171 37.9 31.3 46.9
170 24.3 20.8 31.2
Raw 50
Abundance
200000 13/864
04— ‘“ \“73.\‘:"“-\”“ \]\T%‘S\.“Jﬂ‘”\ L I B \3?’?
m/z--> 50 100 150 200 250 300 150000
Abundance Scan 1706 (13.364 min): BG048511.D\data.ms (-
172.1
100000
Sub 50
50000
/\
30.1 890 1331 338
O oy ooyt TR T
miz--> 50 100 150 200 250 300 Time--> 13.30 13.40
BGO48511.D 8270-BGO31821.M Fri Mar 26 05:10:01 2021
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Abundance Scan 2411 (17.506 min): BG048415.D\data.ms (. #64

188.1 Phenanthrene-d10
Concen: 20.00 ng
RT: 17.489 min Scan#t 2408
Ref 50 Delta R.T. -0.009 min
Lab File: BGO48511.D
8q1 | L Acq: 25 Mar 2021 21:07
0 \\“\‘\“\i“i\\\‘\“\\\\‘HH‘\-\H‘HH‘\.\H‘HH‘HH‘HI
m/z--> 50 100 150 200 250 300 350 400 450 500 18t Ion:188 Resp: 294698
Abundance Scan 2408 (17.489 min): BG048511.D\datams 10N Ratlo Lower Upper
188.1 188 100
94 5.8 6.3 9.5#
80 7.6 7.0 10.6
Raw 50
Abundance
17.489
80.1 | L 266.9
0 \\‘”\“\“J\‘V“\H‘\“H\'\‘\H\‘H?\‘HH‘HH‘HH‘HH‘H 150000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 2408 (17.489 min): BG048511.D\data.ms (:
188.1 100000
Sub
50 50000
80.1
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 17.40  17.50

Abundance Scan 3142 (21.801 min): BG048415.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.00 ng
RT: 21.784 min Scan# 3139
Ref 50 Delta R.T. -0.009 min
Lab File: BGO48511.D
H Acq: 25 Mar 2021 21:07
(O ‘6\6\]\- f* -}\2‘?\]\- T \1\9\4‘.-;}-\“‘“\“” T \\3?\8\2\?’5‘)7\\2\ BE
miz--> 50 100 150 200 250 300 350 Tgt Ion:24@ Resp: 295222
Abundance Scan 3139 (21.784 min): BG048511.D\data.ms Ion Ratio Lower Upper
240.2 240 100
120 5.3 6.2 9.44#
236 24.8 20.5 30.7
Raw 50
Abundance
21784
o521 1181 4949 3271 399. 150000
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance Scan 3139 (21.784 min): BG048511.D\data.ms (-
240.2 100000
Sub
50 50000
ol 660 181 1800, | 337.0 399. 0l
T e R A AR AR S ——
m/z--> 50 100 150 200 250 300 350 Time--> 21.70 21.80

BGO48511.D 8270-BGO31821.M Fri Mar 26 05:10:02 2021
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Abundance Scan 2855 (20.115 min): BG048415.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 36.65 ng

RT: 20.098 min Scan# 2852

Ref 50 Delta R.T. -0.009 min
Lab File: BGO48511.D
1601 Acq: 25 Mar 2021 21:07 PB-2021-WW-000-06
541 | o]
0\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\.\‘\\\\‘-\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion:244 Resp: 599968
Abundance Scan 2852 (20.098 min): BG048511.D\datams 10N Ratlo Lower Upper
244.2 244 100
212 8.3 6.7 1.1
122 6.8 7.8 11.6#
Raw 50
Abundance
20.p98
ol 821 10 | 4%9. 400000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450
Abundance Scan 2852 (20.098 min): BG048511.D\data.ms (: 300000
244.2
200000
Sub
50
100000
m/z--> 50 100 150 200 250 300 350 400 450  Time--> 20.10

Abundance Scan 3710 (25.139 min): BG048415.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.00 ng
RT: 25.109 min Scan# 3705
Ref 50 Delta R.T. -0.015 min
Lab File: BGO48511.D
1321 Acq: 25 Mar 2021 21:07
0\\6‘4\.]\-\‘\U\l\‘\‘\?‘\9\4‘\\\\‘\i\\\‘3\):\3\].\.‘2\\\\‘\4\:3\3)\.‘2\\\\‘
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion:264 Resp: 313980
Abundance Scan 3705 (25.109 min): BG048511.D\datams 10N Ratlo Lower Upper
264.2 264 100
260 24.7 18.8 28.2
265 22.6 17.8 26.8
Raw 50
Abundance
1520 100000 25{109
ol 689 T 20T I 3412 4154
m/z--> 50 100 150 200 250 300 350 400 450 80000
Abundance Scan 3705 (25.109 min): BG048511.D\data.ms (-
264.1 60000
Sub 40000
50
20000
52 1920 zory | |
e L. L L A ===
miz--> 50 100 150 200 250 300 350 400 450  Time—>  25.00 25.10 25.20
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