Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135783.D

Acqg On : 16 Oct 2023 18:45
Operator : CG\JU

Sample : 04656-21

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Oct 17 01:57:04 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Oct 17 01:22:00 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.734 152 111766 20.000 ng -0.01
21) Naphthalene-d8 8.016 136 421970 20.000 ng 0.00
39) Acenaphthene-die 9.775 164 212528 20.000 ng -0.01
64) Phenanthrene-d10 11.269 188 417623 20.000 ng -0.01
76) Chrysene-di12 13.933 240 211611 20.000 ng #-0.02
86) Perylene-di12 15.409 264 236000 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.369 112 455102 65.466 ng 0.00

7) Phenol-dé 6.387 99 376221 43.374 ng -0.01
23) Nitrobenzene-d5 7.304 82 686500 89.478 ng -0.01
42) 2,4,6-Tribromophenol 10.575 330 260241 127.608 ng -0.01
45) 2-Fluorobiphenyl 9.098 172 1169220 86.016 ng 0.00
79) Terphenyl-di4 12.868 244 1136660 99.475 ng -0.01

Target Compounds Qvalue
35) Caprolactam 8.439 113 22802 11.506 ng # 81

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance TIC: BF135783.D\data.ms
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Abundance Scan 791 (6.739 min): BF135751.D\data.ms (-78 #1

149.9 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.734 min Scan# 7{gSidtipl=lpies
Ref 50 115.0 Delta R.T. -0.012 min

52.0 78,0 Lab File: BF135783.D [SUEQISEUICIeH
‘ ‘ Acq: 16 Oct 2023 18:45 WIS
Ol iy 1980 | 1320
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 111766

Abundance  Scan 790 (6.734 min): BF135783.D\data.ms | 1on  Ratio  Lower Upper
1500 152 100

150 156.9 124.5 186.7
115 62.6 49.0 73.4

Raw 50
52.0 781 115.0 Abundance ‘
\
L \M\ dw . 97.1 1318 | M
G\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 150000 |
m/z--> 40 60 80 100 120 140 160
Abundance
15p.0 100000
Sub
50 115.0 50000
52.0 78.1
oLttty 97 ] 1318 WY (esss——
miz--> 40 60 80 100 120 140 160 Time--> 670  6.80

Abundance Scan 559 (5.375 min): BF135751.D\data.ms (-55 #5
112.0 2-Fluorophenol
Concen: 65.466 ng

64.0 RT: 5.369 min Scan# 558
Ref 50 Delta R.T. -0.006 min
920 Lab File: BF135783.D
Acq: 16 Oct 2023 18:45
3%1 599\ b ‘ | i
0 \‘\H‘\‘H‘H“‘\\‘\‘\“\Hi‘\‘i‘u‘rih\‘\‘H\‘HH‘ T
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 455102

Abundance  Scan 558 (5.360 min) BF135783 D\data.ms | 1oN  Ratio  Lower Upper
112.0 112 100

64  68.5 51.2 76.8

4.
64.0 63 36.0 26.1 39.1
Raw 50
Abundance
92.0 5.369
39.0 ‘ ‘ 300000
0\‘\\\‘“‘\\\5\%\.‘(\)1‘\‘”\\‘\\‘\\\8\0“#\\‘\\\\‘\\\\"\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 |
Abundance 200000 |
112.0
64.0
Sub 100000
92.0
. 39.0 51 s0.h 7 B
ST i | AL - B R . e
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 540  5.60
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Abundance Scan 733 (6.398 min): BF135751.D\data.ms (-72 #7
99.1 Phenol-d6
Concen: 43.374 ng
RT: 6.387 min Scan# 7lgSidtipgl=lgies
Ref 50 Delta R.T. -0.012 min
421 1 Lab File: BF135783.0 |(GICIEEWIICILE
‘ 54.0 Acq: 16 Oct 2023 18:45 VNSNS
0u‘\u1‘“\‘\‘\\“H\‘1‘H‘lcwm1\8‘2\'%\‘\1\1“””‘”
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 99 Resp: 376221
Abundance  Scan 731 (6.387 min): BF135783.D\datams | 10N Ratlo Lower Upper
99.1 99 100
42 22.6 18.4 27.6
71 31.8 27.2 40.8
Raw 50
71.1 Abundance
42.1 300000f 487
54.0
o 1 Y 2 S
miz--> 30 40 50 60 70 80 90 100 110
Abundance 200000
99.1
Sub 50 100000
71.1
42.1
54.0
GH\‘H‘\"‘w"H\H"\““%2"‘1“\””\””\” R
miz--> 30 40 50 60 70 80 90 100 110 Time--> 6.40  6.60
Abundance Scan 1009 (8.022 min): BF135751.D\data.ms (-1 #21
136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 8.016 min Scan# 1008
Ref 50 Delta R.T. -0.006 min
Lab File: BF135783.D
54.1 108.1 Acq: 16 Oct 2023 18:45
o280 |y TRles0 Il
miz--> 40 60 30 100 120 140 Tgt Ion:136 Resp: 421970
Abundance Scan 1008 (8.016 min) BF135783.D\datams ~ 1ON  Ratio  Lower Upper
136.1 136 100
137 11.6 12.8
54 10.2 12.7
Raw 5g 68 5.8 7.2
Abundance
54.0 108.1
0. 380 T T80 e1a 7T 400000
miz--> 40 60 80 100 120 140
Abundance 300000
136.1
200000
Sub
50
100000
m/z--> 40 60 80 100 120 140  Time--> 8.00 8.10
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Abundance Scan 889 (7.316 min): BF135751.D\data.ms (-88 #23

82.1 Nitrobenzene-d5
54.0 Concen: 89.478 ng
RT: 7.304 min Scan#t S{pSEiIglEies
Ref 50 1281 pelta R.T. -0.012 min [N
Lab File: BF135783.D [(ClEhlSEnlellEll0f
08.1 Acq: 16 Oct 2023 18:45 WANEIZS
0 49‘0 “m 68‘1 Lol ‘ 112.1 |
T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ L T T ‘
m/z--> 40 60 80 100 120 Tgt Ion: ‘82 RESpZ 686500
Abundance  Scan 887 (7.304 min): BF135783 D\datams | 100 Ratlo  Lower Upper
82.1 82 100
128 42.6 37.8 55.6
54.1 54 67.1 52.8 79.2
Raw 5o 128.1
Abundance
98.1
L1 e apg 600000
T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 40 60 80 100 120
Abundance ) BF 400000
54.1
sub 1281 200000
98.1
o 40.0 68.1 112.1 0 PN
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\\
miz--> 40 60 80 100 120 Time--> 7.20 7.30 7.40

Abundance Scan 1089 (8.492 min): BF135751.D\data.ms (-1 #35

53.0 Caprolactam

Concen: 11.506 ng

RT: 8.439 min Scan# 1080

Ref 50 g51 1131 Delta R.T. -0.059 min
Lab File: BF135783.D
‘ Acq: 16 Oct 2023 18:45
0! 36 ‘\‘r‘“\\“!‘H\’Hi‘\‘\\\\’\\\\]‘-6\6\'\8\
miz--> 40 60 80 100 120 140 160 Tgt Ion:113 Resp: 22802
Abundance Scan 1080 (8.439 min): BF135783.D\datams | 10N Ratio Lower Upper
55.0 113 100

55 202.6 217.4 257.4#
56 150.9 153.1 193.1#

Raw 50 113.1
85.1 Abundance
‘ 40000 |
|
0 \‘\h“\M‘\\“\\\\’\\\‘\‘\\\\’\\\\‘\\\\ “‘
miz--> 40 60 80 100 120 140 160 30000 N
Abundance I
55.0
20000
Sub 113.1
50 85.1 10000
obrellatdl b e e
miz--> 40 60 80 100 120 140 160  Time—> 8.40 8.45 8.50
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Abundance Scan 1308 (9.780 min): BF135751.D\data.ms (-1 #39

162.1 | Acenaphthene-di10

Concen: 20.000 ng

RT: 9.775 min Scan# 1lgSEgilplgles

Ref 50 Delta R.T. -0.012 min |
Lab File: BF135783.D [(ClEhlSEnlellEll0f
820 Acq: 16 Oct 2023 18:45 WSS
0 54\.'0 | \MH. 106'1 13%0 Ll
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 212528

Abundance Scan 1207 (9.775 min): BF135783.D\datams 10N Ratio  Lower Upper
1621 164 100

162 101.5 80.8 121.2
160 45.6 36.6 54.8

Raw 50
Abundance
80.1 250000 9.775
o 541 | 1060 1321
\\“\\}\‘}}\}“‘\\\\‘\\\\‘\\\“\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 200000
Abundance
162.1 150000
100000
Sub
50
50000
80.1
o 54.1 106.0 132.1 | A
e R R R
m/z--> 40 60 80 100 120 140 160 Time--> 9.70 9.80 9.90

Abundance Scan 1444 (10.580 min): BF135751.D\data.ms (- #42
€ 2,4,6-Tribromophenol

Concen: 127.608 ng

RT: 10.575 min Scan# 1443

Delta R.T. -0.012 min

Lab File: BF135783.D

Acq: 16 Oct 2023 18:45

Ref 50

O,
miz--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 260241
lAbundance Scan 1443 (10.575 min): BF135783.D\data.ms ggg Eg;m Lower Upper

332 97.6 75.0 112.4
141 32.5 25.8 38.6

Raw 50
Abundance
10.675
250000
0,
m/z--> 200000
Abundance
329.€ 150000
100000
Sub
50 62.0
140.9 50000
221.9
((JSAHE ST ASNVASE T BN - L
m/z--> 50 100 150 200 250 300 Time--> 10.50 10.60
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Abundance Scan 1193 (9.104 min): BF135751.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 86.016 ng
RT: 9.098 min Scan#t 1SagilnlEies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF135783.D |(SIEIEEIsllEll0f
Acq: 16 Oct 2023 18:45 WANEIZS
0 ‘S%On m?ﬁo . 1294W14%&‘ J 195.9
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\’\\\\‘\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200  Tgt Ion:172 Resp: 1169220
Abundance Scan 1192 (9.098 min): BF135783.D\datams | 10N Ratio Lower Upper
172.1 172 100
171 35.8 28.4 42.6
170 24.2 18.8 28.2
Raw 50
Abundance
51.0 850 1200 1461
0\\\‘\\H\\“\\\Hw‘\‘\\\‘\\\\"\\\‘\‘\\“\\‘\\‘\’\\\\‘\\\ 1000000
miz--> 40 60 80 100 120 140 160 180 200
Abundance
172.1
500000
Sub
50
51.0 850 1200 146.1 0 )
o BT TSN B AT IR | B U ——
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.05 9.10 9.15

Abundance Scan 1562 (11.274 min): BF135751.D\data.ms (1 #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.269 min Scan# 1561
Ref 50 Delta R.T. -0.012 min
Lab File: BF135783.D
80.1 160.1 Acq: 16 Oct 2023 18:45
Ot ‘\5\21‘.\]‘-1‘\ T i‘l T \‘1“\.‘0\6\\(\)‘1\3\12\‘0\ TT H‘} TTTT w\ ARRRARRER \"
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:188 Resp: 417623
Abundance Scan 1561 (11.269 min): BF135783.D\datams | 10N Ratio Lower Upper
188.1 188 100
94 9.8 8.0 12.0
80 10.4 8.3 12.5
Raw 50
Abundance
11.269
80.1 160.1
oL 540 " 1061132.1 I 400000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance 300000
188.1
200000
Sub
50
100000
94.1 160.1
0 1 66.0 132.1 0
ST : : ——
miz--> 40 60 80 100 120 140 160 180 200 220  Time-->  11.20 11.40
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Abundance Scan 2016 (13.945 min): BF135751.D\data.ms (- #76

240.2 Chrysene-d12

Concen: 20.000 ng

RT: 13.933 min Scan#t 2(gigiil=gles

Ref 50 Delta R.T. -0.018 min |
Lab File: BF135783.D (SlEEQISEIAEI
1201 Acq: 16 Oct 2023 18:45 WANEIS

0 78'0\\ | MH 156.1 zoﬁ'lmu A

T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T
m/z--> 50 100 150 200 250 Tgt IOHZ?40 RESpZ 211611
Abundance Scan 2014 (13.933 min): BF135783.D\datams | 10N Ratlo  Lower Upper

2402 240 100

120 12.5 8.2 12.2#
236 24.8 21.2 31.8

Raw 50
Abundance
200000] 13.933
120.1
o431 780 | | 1581 2081 | g
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T
miz--> 50 100 150 200 250 150000
Abundance
240.2
100000
Sub
50 50000
120.1
0420 780 156.1 208.1 281.0 0 -
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\\
miz--> 50 100 150 200 250 Time--> 13.90 14.00

Abundance Scan 1834 (12.874 min): BF135751.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 99.475 ng

RT: 12.868 min Scan# 1833
Ref 50 Delta R.T. -0.012 min

Lab File: BF135783.D

1221 1601 2122 Acq: 16 Oct 2023 18:45

T \‘Sﬁ.\l‘\ \‘9‘0\‘.‘0‘ Ly ‘\‘ Tt T ‘1‘ =TT “ \‘ by h\““ L
miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 1136660
Abundance Scan 1833 (12.868 min): BF135783.D\datams | 10N Ratio Lower Upper
244.2 244 100
212 6.9 5.6 8.4
122 11.8 9.0 13.6
Raw 50
Abundance
1221 12.868
541 gy 1601 2122 5e 1000000
T T ‘ T T T ‘ T T T T ‘ L T T ‘ T T T T ‘ L T T
m/z--> 50 100 150 200 250
Abundance
244.2
500000
Sub
50
122.1
o 541 901 1001 2122 1 e —
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\\\‘\\\\‘\\\
m/z-—-> 50 100 150 200 250 Time-->  12.80 12.90 13.00
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Abundance Scan 2266 (15.415 min): BF135751.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.409 min Scan#t 2/gigil=glies
Ref 50 Delta R.T. -0.012 min [Z\AWlZ
Lab File: BF135783.D [(GICHIEEIelEI(CH
570 1821 Acq: 16 Oct 2023 18:45 WIIEIES
04 \“"‘\ \‘ rly T \”\ “H T \2\0‘4:.:\[\“\ ‘“‘\‘”\ T T T
m/z--> 50 100 150 200 250 300 350 T8t Ion:264 Resp: 236000
Abundance Scan 2265 (15.409 min): BF135783.D\datams | 10N Ratlo  Lower Upper
264.2 264 100
260 23.1 19.2 28.8
265 20.1 17.4 26.2
Raw 50
Abundance
132.1
G 571 Il \H 2071\ n 3550 150000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance
2681 100000
sub 50000
132.1 “‘
oh 761 204.0 355.0 ol — N
e el e S e i e T e e
m/z--> 50 100 150 200 250 300 350  Time-> 15.30 15.40 15.50
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