Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101121\
Data File : BGO50535.D

Acqg On : 11 Oct 2021 13:42

Operator : CG/JU

Sample : M4144-03RE :

Misc : IDW-LIQ-COMP-100721RE

ALS vial : 6 Sample Multiplier: 1

Quant Time: Oct 11 14:48:55 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Oct 06 15:51:01 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.265 152 49011 20.00 ng # 0.00
21) Naphthalene-d8 11.085 136 201383 20.00 ng # 0.00
39) Acenaphthene-di10 14.880 164 128325 20.00 ng 0.00
64) Phenanthrene-d10 17.624 188 260041 20.00 ng # 0.00
76) Chrysene-di12 21.925 240 238171 20.00 ng # 0.00
86) Perylene-di12 25.339 264 244277 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 0.000 112 0 0.00 ng

7) Phenol-dé6 7.436 99 69 0.01 ng 0.04
23) Nitrobenzene-d5 9.434 82 432816 88.97 ng 0.00
42) 2,4,6-Tribromophenol 16.361 330 54 0.04 ng 0.00
45) 2-Fluorobiphenyl 13.506 172 767934 90.07 ng 0.00
79) Terphenyl-di4 20.215 244 1038250 84.95 ng 0.00

Target Compounds Qvalue
15) Benzyl Alcohol 8.535 79 2178319 580.96 ng 95
22) Acetophenone 9.087 105 35653 6.23 ng # 98
35) Caprolactam 11.990 113 4096 3.42 ng # 57

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101121\
Data File : BG@50535.D

Acqg On : 11 Oct 2021 13:42

Operator : CG/JU

Sample : M4144-03RE :

Misc : IDW-LIQ-COMP-100721RE

ALS vial : 6 Sample Multiplier: 1

Quant Time: Oct 11 14:48:55 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Oct 06 15:51:01 2021

Response via : Initial Calibration

Abundance TIC: BG050535.D\data.ms
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Abundance Scan 813 (8.264 min): BG050465.D\data.ms (-8C #1
149.9 1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 8.265 min Scan# 813
Ref 50 115.0 Delta R.T. 0.001 min
520 /80 Lab File: BG@50535.D
‘ Acqg: 11 Oct 2021 13:42
Ob— \H‘ T \‘\“\‘ ‘”‘i T \“‘!Hi \“\‘\9\7-‘ T 1“ T \“\‘\“\ T
m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 49011
Abundance  Scan 813 (8.265 min): BG050535.D\datams ~ 1©" Ratio Lower Upper
149.9 152 100
150 155.3 119.4 179.0
115 58.4 60.2 90.44#
Raw 50
115.0
52.0 78.0 Abundance
40000
0L \“}‘”\ \“‘!Hi \“\‘\96%“8\ IS 1“ T T \‘\“\ T
m/z--> 40 60 80 100 120 140 160 30000 5
Abundance Scan 813 (8.265 min): BG050535.D\data.ms (-7¢
149.9
20000
Sub
50
115.0 |
520 78.0 10000
miz--> 40 60 80 100 120 140 160 Time--> 8.20 8.25 8.30
Abundance TIC: BG050535.D\data.ms #5
4000000 2-Fluorophenol
Concen: 0.00 ng
Expected RT: 5.79 min
3000000
Lab File: BGO50535.D
Acqg: 11 Oct 2021 13:42
2000000
Tgt Ion: 112
1000000 Sig Exp Ratio
112 100
64 58.4
OLA, 63 44.1
Time--> 450 5.00 550 6.00 6.50 7.00
Abundance lon 112.00 (111.70 to 112.70): BG050535.D\datze
20000]on 64.00 (63.70 to 64.70): BG050535.D\data.m:
lon 63.00 (62.70 to 63.70): BG050535.D\data.m:
15000
|
10000 M
5000 /
|
W |
0 Z-« }mk a7y
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 450 500 550 6.00 650 7.00
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Abundance Scan 665 (7.394 min): BG050465.D\data.ms (-65 #7
99.0 Phenol-d6

Concen: 0.01 ng
RT: 7.436 min Scan# 672

Delta R.T. 0.042 min

Lab File: BG@50535.D 3
‘ Acq: 11 Oct 2021 13:42 IDW-LIQ-COMP-100721RE
1y 1l

Ref 50 71.1
42.0

mh‘\\ fﬂ\ il H

miz--> 3‘0 4‘0 5’0 eb 7b so 9‘0 160 ﬁo Tgt Ion: 99 Resp: 69
Abundance  Scan 672 (7.436 min): BG050535.D\datams 10" Ratio Lower Upper
43.0 99 100

55.0 42 150.3 20.5 30.7#
71 120.5 41.5 62.3#

o

Raw 50
69.0 Abundance
g3g 99.0
I
0\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110
300

Abundance Scan 672 (7.436 min): BG050535.D\data.ms (-57
59.9 79.1 99.0

200 7.43
Sub 40.0 \ / |
50 \ \ /
100 /
\
0 ’/
o) S D BN H S
30 40 50 60 70 80 90 100 110 Time--> 742  7.44

m/z-->

Abundance Scan 852 (8.493 min): BG050465.D\data.ms (-8¢ #15

79.0 Benzyl Alcohol
Concen: 580.96 ng
RT: 8.535 min Scan# 859
Ref 50 Delta R.T. ©.042 min
Lab File: BGO50535.D
39.‘ Acq: 11 Oct 2021 13:42
o 7” “\H‘\“‘ \1‘ | — s e ———
m/z--> 50 100 150 200 250 Tgt Ion: 79 Resp: 2178319
Abundance  Scan 859 (8.535 min): BG050535.D\data.ms Ton Ratio Lower Upper
79.0 79 100
108 68.7 48.2 72.4
77 71.6 57.3 85.9
Raw 50
Abundance
29. 800000 8.635
oL budlto oo om
m/z--> 50 100 150 200 250 600000
Abundance Scan 859 (8.535 min): BG050535.D\data.ms (-7€
¢
0 400000
Sub
50 200000
39.1 L
0 H‘\H\“H“\}‘H‘HHZOE}-?H _280.1 O
miz--> 50 100 150 200 250 Time--> 8.40  8.60
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Abundance Scan 1294 (11.090 min): BG050465.D\data.ms (- #21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 11.085 min Scan# 1293
Ref 50 Delta R.T. -0.005 min
Lab File: BG@58535.D
540 10‘8,0 Acq: 11 Oct 2021 13:42 IDW-LIQ-COMP-100721RE
) SR O | W0}
m/z--> 4b 60 80 100 120 140 160 180 200  Tgt Ton: 136 Resp: 201383
Abundance Scan 1293 (11.085 min): BG050535.D\datams 10N Ratlo Lower Upper
136.1 136 100
137  11.3 8.2 12.2
54 10.5 5.5 8. 3#
Raw 50 68 7.9 2.3 5#
Abundance
54.0 108.0 100000 11385
obrirder T b 2070
miz--> 40 60 80 100 120 140 160 180 200 80000
Abundance Scan 1293 (11.085 min): BG050535.D\data.ms (-
136.1 60000
Sub 40000
50
20000
54.0 108.0
ob e B L2070 O
m/z--> 40 60 80 100 120 140 160 180 200 Time-->  11. 00 1110
Abundance Scan 953 (9.086 min): BG050465.D\data.ms (-9¢ #22
770 1050 Acetophenone
Concen: 6.23 ng
RT: 9.087 min Scan# 953
Ref 50 Delta R.T. ©0.001 min
51.0 Lab File: BG@50535.D
‘ Acq: 11 Oct 2021 13:42
0H‘\”‘“H\HH‘”WH\“‘Hh‘z‘g"gwmew”wm
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@5 Resp: 35653
Abundance  Scan 953 (9.087 min): BG050535.D\data.ms Ion Ratio Lower Upper
77.0 106.0 165 100
71 1.0 0.6 0.8#
51 31.7 26.6 40.0
Raw 5g 120 20.3 16.2 24.4
51.0 Abundance
0206.9
15000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 953 (9.087 min): BG050535.D\data.ms (-8€
105.0 10000
Sub
50 5000
76.0
0“‘\‘“‘\"‘1\"“\“‘“\““\““\““\““2\0‘99‘ O‘ T T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.00 9.10
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Abundance Scan 1012 (9.433 min): BG050465.D\data.ms (-1 #23
Nitrobenzene-d5

82.0
54.0
50
Ref 128.0
98.0
ol 40P Il e, | "I 1120

LI ‘ T T ‘ L ‘ L ‘ T T ‘ T T T
m/z--> 40 60 80 100 120
Abundance Scan 1012 (9.434 min): BG050535.D\data.ms

82.0
Raw 54.0
%0 128.0
98.0
ol 420 | eso, | [ 1120 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120
Abundance Scan 1012 (9.434 min): BG050535.D\data.ms (-¢
82.0
Sub
50 54.0
128.0
98.0
oL 400 || 680, | | 1120
e T
m/z--> 40 60 80 100 120

Concen: 88.97 ng
RT: 9.434 min Scan# 1012
Delta R.T. ©0.001 min
Lab File: BGO50535.D
Acq: 11 Oct 2021 13:42
Tgt Ion: 82 Resp: 432816
Ion Ratio Lower Upper
82 100
128 36.1 29.8 44.6
54 51.2 45.8 68.8
Abundance
200000
150000
100000
50000
\‘\\\\‘\\\\‘\\\
Time--> 9.30 9.40 9.50

Abundance Scan 1450 (12.006 min): BG050465.D\data.ms (- #35

Ref 50
0

m/z-->
Abundance

Raw 50
0
m/z-->
Abundance

Sub
50

58.0

gs0 1130

40 60 80 100 120 140 160 180 200

Scan 1447 (11.990 min)
53.0

84.0 113.0

: BG050535.D\data.ms

207.C

40 60 80 100 120 140 160 180 200

Scan 1447 (11.990 min)
55.0

84.0 113.0

: BG050535.D\data.ms (:

206.9

m/z-->

40 60 80 100 120 140 160 180 200

BGO50535.D 8270-BG100621.M

Tue Oct 12 11:

Caprolactam
Concen:

RT: 11.990
Delta R.T.
Lab File:
Acqg: 11 Oct

Tgt Ion:113
Ion Ratio
113 100

55 210.6
56 148.8

Abundance

4000

3000

2000

1000

3.42 ng
min Scan#t 1447

-0.017 min
BGO50535.D
2021 13:42

Resp: 4096
Lower Upper

113.8 153.8#
105.6 145.6#

Time-->

48:08 2021

IDW-LIQ-COMP-100721RE
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Abundance Scan 1939 (14.879 min): BG050465.D\data.ms (- #39

16%2.1 Acenaphthene-d10

Concen: 20.00 ng

RT: 14.880 min Scan# 1939

Ref 50 Delta R.T. 0.001 min
Lab File: BGO@50535.D :
Acq: 11 Oct 2021 13:42 IDW-LIQ-COMP-100721RE
106.0 132.0
0,
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 128325
Abundance Scan 1939 (14.880 min): BG050535.D\datams 10N Ratlo Lower Upper
162.1 164 100

162 105.6 81.4 122.0
160 45.3 34.9 52.3

Raw 50
Abundance
80.0 80000
G T . s | LY I
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 1939 (14.880 min): BG050535.D\data.ms (-
162.1
40000
Sub
50 20000
80.0
Ot AL [ 1980 0
miz--> 40 60 80 100 120 140 160 180 200 Time-> 14.80 14.90
Abundance Scan 2191 (16.360 min): BG050465.D\data.ms (- #42
62.0 329.7 2,4,6-Tribromophenol
Concen: 0.04 ng
140.9 RT: 16.361 min Scan# 2191
Ref 50 Delta R.T. ©.001 min
2918 Lab File: BGO50535.D
H Acq: 11 Oct 2021 13:42
G\w”J‘MW“‘WWW“W‘WN\\H\XW\\w\\\\(H
miz--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 54
Abundance Scan 2191 (16.361 min): BG050535.D\data.ms 190 Ratio Lower Upper
43.1 91.0 330 100
332 0.0 77.3 115.9#
141 0.0 35.6 53.4#
Raw 50
Abundan1<:5e0 L6561
155.0 .
199.0 329 7
0 ‘MWMWJMWLJ“““““l‘
miz--> 50 100 150 200 250 300
Abundance Scan 2191 (16.361 min): BG050535.D\data.ms (- 100
91.0
Sub 50
50
51ﬂ 1550 1990 ;
A 2
ol }Mu‘l‘\‘\umh“H‘m} L] ‘\H\‘M I e
miz--> 50 100 150 200 250 300 Time--> 16.34 16.36
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Abundance Scan 1705 (13.504 min): BG050465.D\data.ms (- #45

172.0 2-Fluorobiphenyl

Concen: 90.07 ng

RT: 13.506 min Scan# 1705

Ref 50 Delta R.T. 0.001 min
Lab File: BG@50535.D :
85.0 Acq: 11 Oct 2021 13:42 IDW-LIQ-COMP-100721RE
0‘8‘?‘\‘\“\“\‘\"}\“‘hlilu‘w ‘"HH‘HH‘HH‘HH"-
miz--> 50 100 150 200 250 300 350 400 T8t Ion:172 Resp: 767934
Abundance Scan 1705 (13.506 min): BG050535.D\data.ms 100 Ratio Lower Upper
172.0 172 100

171 37.9 28.6 43.0
176 26.7 18.6 27.8

Raw 50
Abundance
13.506
85.0
0;‘8‘?‘\‘\\\\“!‘“}\‘\‘M"“ L B B B 400000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 1705 (13.506 min): BG050535.D\data.ms (- 300000
172.0
200000
Sub
50
100000 A
85.0
Y2 WA — O
miz--> 50 100 150 200 250 300 350 400 Time--> 13.50

Abundance Scan 2406 (17.623 min): BG050465.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.00 ng
RT: 17.624 min Scan# 2406
Ref 50 Delta R.T. ©.001 min
Lab File: BGO50535.D
80.0 Acqg: 11 Oct 2021 13:42
20 140 1500 |
T T ‘ \ \ T ‘ T T \ T ‘ T i ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 Tgt IOHZ?SS Resp: 260041
Abundance Scan 2406 (17.624 min): BG050535.D\datams 10N Ratlo Lower Upper
188.1 188 100
94 9.3 5.4 8.0#
80 10.9 3.7 5.5#
Raw 50
Abundance
17.624
0430, ‘\ ‘” 122015‘ﬂ0 | 2201 811 190000
T T T T T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance Scan 2406 (17.624 min): liggiosss.D\data.ms (- 100000
sub o 50000
80.0
0420 | 41120 15ﬂ9 Il 2291 2811 0
R L e e R O ——
miz--> 50 100 150 200 250 Time--> 17.60  17.70
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Abundance Scan 3137 (21.918 min): BG050465.D\data.ms (- #76

240.1 Chrysene-d12
Concen: 20.00 ng
RT: 21.925 min Scan# 3138
Ref 50 Delta R.T. ©0.007 min
Lab File: BGO50535.D :
1200 ‘ Acq: 11 Oct 2021 13:42 IDW-LIQ-COMP-100721RE
ol 180 1870, Il 2820 ss0g
m/z--> 50 100 150 200 250 300 350 '8t Ion:246 Resp: 238171
Abundance Scan 3138 (21.925 min): BG050535.D\datams 10N Ratlo Lower Upper
240.1 240 100
120 9.1 4.2 6.2#
236 26.3 21.8 32.6
Raw 50
Abundance
21.925
118.0
0\4:\3‘8\ gl “‘\“H T ui \]\.9\4‘8 ‘““‘ T \2\8\‘1\0‘ T \3\4\1‘1\
m/z--> 50 100 150 200 250 300 350 100000
Abundance Scan 3138 (21.925 min): BG050535.D\data.ms (-
240.1
Sub 50000
50
118.0
0 66.0 | 182.1, ) 281.0324.9 01
T T R S e A R O o
m/z--> 50 100 150 200 250 300 350 Time--> 21.90 22.00

Abundance Scan 2846 (20.208 min): BG050465.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 84.95 ng
RT: 20.215 min Scan# 2847
Ref 50 Delta R.T. ©.007 min
Lab File: BGO50535.D
122.0 Acq: 11 Oct 2021 13:42
G\ ‘5‘4\"(\)‘ 1‘\““\ ‘\‘\ T “‘ T \]-\?}\‘\h\h‘ L ‘ T \:\35‘5\.
m/z--> 50 100 150 200 250 300 350 I8t Ion:244 Resp: 1038250
Abundance Scan 2847 (20.215 min): BG050535.D\data.ms Ion Ratio Lower Upper
2412 244 100
212 8.9 6.9 10.3
122 9.7 5.0 7.6#
Raw 50
Abundance
20/215
122.1
bt L 4 28 L 3%5. 600000
miz--> 50 100 150 200 250 300 350
Abundance Scan 2847 (20.215 min): BG050535.D\data.ms (-
244.2 400000
Sub
50 200000
122.1
JJ7.9 800 7T | 1081 | 355, oL N\
““"““‘w“‘“““““““H“ O M e
m/z--> 50 100 150 200 250 300 350 Time--> 20.20 20.30
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Abundance Scan 3718 (25.332 min): BG050465.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.00 ng

RT: 25.339 min Scan# 3719

Ref 50 Delta R.T. ©0.007 min
Lab File: BG@50535.D :
132.0 Acq: 11 Oct 2021 13:42 IDW-LIQ-COMP-100721RE
0420 88‘0‘ ul \H 1800222\“1 Ll .
T ‘ T T T ‘ T T T ‘ T T 1T ‘ T T T ‘ L ‘ L ‘ T . .
m/z--> 50 100 150 200 250 300 350 I8t Ion:264 Resp: 244277
Abundance Scan 3719 (25.339 min): BG050535.D\data.ms 10" Ratio Lower Upper
264.1 264 100

260 24.8 19.4 29.2
265 22.9 16.9 25.3

Raw 50
Abundance
25/339
13.0 1320 5070
[} \“‘“‘Mi ‘\H ?“’i(”)‘”\”uw “H\ T ““\ iy ‘M\‘H\ T ‘:\3\2(\3\8‘ T 60000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3719 (25.339 min): BG050535.D\data.ms (-
264.1 40000
Sub
50 20000
132.0
b 20l 2140 | 3%8 s
m/z--> 50 100 150 200 250 300 350 Time--> 25.20 25.40
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