Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52223\
Data File : BG@57502.D

Acqg On : 22 May 2023 20:44
Operator : CG/JU

Sample : 02840-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Time: May 23 04:07:44 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Sat May 20 04:19:55 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.358 152 19876 20.000 ng 0.00
21) Naphthalene-d8 11.195 136 75899 20.000 ng 0.00
39) Acenaphthene-die 14.966 164 52036 20.000 ng 0.00
64) Phenanthrene-d10 17.710 188 120883 20.000 ng 0.00
76) Chrysene-di12 22.016 240 126891 20.000 ng 0.00
86) Perylene-di12 25.505 264 140687 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.873 112 88901 76.512 ng 0.00

7) Phenol-d6 7.500 99 129216 73.234 ng 0.00
23) Nitrobenzene-d5 9.533 82 82133 45.418 ng 0.00
42) 2,4,6-Tribromophenol 16.453 330 57704 78.154 ng 0.00
45) 2-Fluorobiphenyl 13.592 172 187359 48.492 ng 0.00
79) Terphenyl-di4 20.277 244 352407 45.322 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 7.494 77 181 Below Cal # 4
35) Caprolactam 12.158 113 3329 7.511 ng # 54
54) 2,4-Dinitrophenol 15.501 184 77 5.050 ng # 18
67) 4-Bromophenyl-phenylether 16.453 248 3985 2.700 ng # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed

8270-BGO42723.M Tue May 23 04:07:47 2023 Pag 1



Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57502.D

Acqg On : 22 May 2023 20:44
Operator : CG/JU

Sample : 02840-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Time: May 23 04:07:44 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Sat May 20 04:19:55 2023

Response via : Initial Calibration

Abundance TIC: BG057502.D\data.ms
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Abundance Scan 825 (8.384 min): BG057202.D\data.ms (-81 #1

180.1 | 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 8.358 min Scan# 8UgidtinlElis

Ref 50 Delta R.T. -0.004 min .
78.2 154 Lab File: BGO57502.D (GUELIEELMEICE
Acq: 22 May 2023 20:44
0 H‘w}”\‘\“”‘\\!u‘\ \“H\‘\H‘{“HH‘\‘\‘\“\‘\
miz--> 40 100 120 140 Tgt Ion:152 Resp: 19876

Abundance Scan820(8.358m|n). BG057502.D\datams 10N Ratio Lower Upper
150.1 152 100

150 150.6 126.2 189.4
115 59.7 45.0 67.4

Raw 50
5 78.2 115.1 Abundance
0 \3\5‘\.‘(‘? T \‘\‘\ ‘ T \“\ T ‘ T \ \‘ ‘ T T 1T ‘ T ‘\“\ ‘ 1 15000
m/z—-> 40 60 100 120 140 8
Abundance Scan 820 (8.358 mln). BG057502.D\data.ms (-8(
150.1 10000
Sub
50 1151 5000
521 /82
0359 NI N
m/z—> 40 60 80 100 120 140 Time-> 830 8.35 8.40

Abundance Scan 401 (5.893 min): BG057202.D\data.ms (-3¢ #5
1121 2-Fluorophenol
Concen: 76.512 ng

64.2 RT: 5.873 min Scan# 397
Ref 50 Delta R.T. 0.002 min
92.0 Lab File: BG@57502.D
38‘1 501 A ‘ Acq: 22 May 2023 20:44
0\‘\\\‘\“\\\\’M\‘\\‘\"\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\‘\\
m/z—> 30 40 50 60 70 80 90 100 110 120  Tgt Ion:112 Resp: 83901

Abundance  Scan 397 (5.873 min): BG057502.D\data.ms 10N Ratio Lower Upper
1121 112 100

64 66.6 49.4 74.2

64.2 63 38.2 31.6 47.4
Raw 5p
Abundance
83.2 50000 5.873
s ]
0 \‘H\‘\H‘HH"‘\‘\\‘\"\‘\‘H‘HH“\\‘H‘\H\‘\H\"H\‘H 40000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 397 (5.873 min): BG057502.D\data.ms (-3( 30000
1121
64.2 20000
Sub
50
832 10000
wiwo | ]
Y Ao SN VPR ' PR O
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.80 5.90
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Abundance Scan 678 (7.520 min): BG057202.D\data.ms (-67 #7

99.2 Phenol-d6
Concen: 73.234 ng
RT: 7.500 min Scan# 61EdtlEgies
Ref 50 71.2 Delta R.T. ©0.002 min A_
Lab File: BG@57502.D |(SIEIEEIsliEll0f
421 Acq: 22 May 2023 20:44
0\\’\\\\M‘M\‘\‘\\}‘\‘\‘\\‘\‘\‘\‘\“‘\\\‘\“\\\\’\\\\‘"\\H\‘\\\
m/z—-> 30 40 50 60 70 80 90 100 110 T8t Ion: 99 Resp: 129216
Abundance ~ Scan 674 (7.500 min): BG057502.D\datams 10N Ratio lLower Upper
99.2 99 100
42 17.3 15.1  22.7
71 41.6 35.2 52.8
Raw 50 712
’ Abundance
7.500
0\\’\\\\“H\“\‘\\“\‘\‘\\“\\‘\‘\“‘\\\\8‘2\%\’\\\\"‘\\\\‘\\\ 60000
miz—-> 30 40 50 60 70 80 90 100 110
Abundance Scan 674 (7.500 min): BG057502.D\data.ms (-5&
99.2 40000
Sub
50 71.2 20000
42.1 1
oH,H‘JJ‘JMH‘J_mwHf??‘,muww O
miz—-> 30 40 50 60 70 80 90 100 110 Time-> 7.40 7.50 7.60
Abundance Scan 676 (7.509 min): BG057202.D\data.ms (-6¢ #9
99.2 Benzaldehyde
Concen: Below Cal
RT: 7.494 min Scan# 673
Ref 50 7.2 Delta R.T. ©.008 min
Y Lab File: BG@57502.D
Acq: 22 May 2023 20:44
0\\‘\\\\M’“\“\‘\\‘\\‘\\"}}\‘\H\‘\‘\‘\‘\%\‘\\\1“\\\‘\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 I8t Ion: 77 Resp: 181
Abundance Scan 673 (7.494 min): BG057502.D\datams | 1°" Ratio Lower Upper
99.2 77 100
105 0.0 74.6 114.6#
106 0.0 66.3 106.3#
Raw gp
7.2 Abundance
7.494
0 \M‘M \H\‘m” 82.2 il
\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ 150
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 673 (7.494 min): BG057502.D\data.ms (-6
99.2 100
Sub
50 71.2 50
o‘wms,‘umm,‘m““m_m_mwwm O
miz—-> 30 40 50 60 70 80 90 100 110 Time--> 7.48 7.50 7.52
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Abundance Scan 1308 (11.221 min): BG057202.D\data.ms (; #21

136.2 Naphthalene-d8
Concen: 20.000 ng
RT: 11.195 min Scan#t 1lgigill=gles
Ref 50 Delta R.T. -0.004 min _
Lab File: BGO57502.D [SlEERISEIIAE
108.2 Acq: 22 May 2023 20:44
41 182 ! e
0H“‘HH‘\‘\H“‘M‘H‘\‘\H‘H\"HH‘HH
miz-—-> 40 60 80 100 120 140 160 Tgt Ion:136 Resp: 75899
Abundance Scan 1303 (11.195 min): BG057502.D\data.ms 1N Ratlo Lower Upper
136.2 136 100
137 10.4 8.3 12.5
54 7.7 6.7 10.1
Raw 5 68 5.4 4.6 6.8
Abundance
108.2 40000 11(195
54.1 .
0 H‘”\\H‘\“\‘“\“\7\‘8‘;8\‘\‘\‘\‘\‘\\‘\H‘M‘HH‘I‘G\G\.?\
m/z--> 40 60 80 100 120 140 160 30000
Abundance Scan 1303 (11.195 min): BG057502.D\data.ms (
136.2
20000
Sub
50 10000
108.2
oot T80T tees ot N
m/z--> 40 60 80 100 120 140 160 Time--> 11.10 11.20
Abundance Scan 1025 (9.559 min): BG057202.D\data.ms (-1 #23
82.2 Nitrobenzene-d5
Concen: 45.418 ng
54.1 RT: 9.533 min Scan# 1020
Ref 50 128.2 Delta R.T. -0.004 min
’ Lab File: BGO57502.D

98.2 Acq: 22 May 2023 20:44
40.1 \ 683 | | 1122

‘\H\‘HH“H‘H‘\H\‘H\H\H‘HH‘HH“\H‘HH“HH . .
miz--> 30 40 50 60 70 80 90 100110120130  Tgt Ion: 82 Resp: 82133

Abundance Scan 1020 (9.533 min): BG057502.D\datams 10N Ratio Lower Upper
82.2 82 100

128 38.4 29.0 43.4
54 45.7 41.4 62.0

o

Raw gp 54.1
1282 apundance
9.533
98.2 40000
w01 || e | a2 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 30 40 50 60 70 80 90 100110120130 30000
Abundance Scan 1020 (9.533 min): BG057502.D\data.ms (-§
82.2
20000
Sub
50 54.1
128.2 10000
98.2
ol 400 1l esp, | 1122 |
T aE A e aasas G
m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 9.45 9.50 9.55 9.60
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Abundance Scan 1464 (12.138 min): BG057202.D\data.ms (- #35

53.1 Caprolactam
Concen: 7.511 ng
g5 1132 RT: 12.158 min Scan# 1{ETNNEGTE
Ref 50 Delta R.T. ©0.037 min .
Lab File: BGO57502.D [SlEERISEIIAE
‘ Acq: 22 May 2023 20:44
0 T
m/z—-> 40 sb 80 100 120 140 160 180 T&t Ton:113 Resp: 3329
Abundance Scan1467(12158|nh0:BG0575021NdamJns Ion Ratio Lower Upper
57.1 113 100
55 207.9 145.5 185.5#
56 212.3 115.9 155.9#
Raw 50
Abundance
852 1122 5000
U0 O R L
m/z--> 40 60 80 100 120 140 160 180 4000
Abundance Scan 1467 (12.158 min): BG057502.D\data.ms (
57.1 3000
2.1
2000
Sub 50
1000
‘ 852 1122
O il LT 1542 1804 R
miz—-> 40 60 80 100 120 140 160 180 Time-> 12.10 1215 12.20

Abundance Scan 1950 (14.993 min): BG057202.D\data.ms (- #39

162.2 Acenaphthene-d10

Concen: 20.000 ng

RT: 14.966 min Scan# 1945
Ref 50 Delta R.T. -0.010 min

Lab File: BGO57502.D

541 80.2 10811322 Acq: 22 May 2023 20:44

0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:164 Resp: 52036
Abundance Scan 1945 (14.966 min): BG057502.D\datams = 10N Ratlo Lower Upper
164.2 164 100
162 97.9 81.8 122.6
160 42.4 34.6 52.0
Raw  gp
Abundance
14.H66
80.2
109.2132.1 30000
0,
miz—-> 40 60 80 100 120 140 160 180 200
Abundance Scan 1945 (14.966 min): BG057502.D\data.ms ( 20000
164.2
Sub
50 10000
80.2
oL 341 10021321 ) 47, o
ettt e gl ——
miz--> 40 60 80 100 120 140 160 180 200 Time.>  14.90 1500
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Abundance Scan 2203 (16.479 min): BG057202.D\data.ms (; #42
33t 2,4,6-Tribromophenol
Concen: 78.154 ng
RT: 16.453 min Scan#t 2/gigil=gles
Ref 501 62.1 Delta R.T. -0.004 min !
140.9 Lab File: BGO57502.D [SULEHISEIIIEIHE
M 2218 Acq: 22 May 2023 20:44
0 ‘\‘\‘ ‘M ! U ‘ Ll ;h‘ ‘mN“ e UH“‘ : L“\L‘ e
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 57704
Abundance Scan 2198 (16.453 min): BG057502.D\datams = 10N Ratio Lower Upper
320.¢ 330 100
332 95.9 78.2 117.2
141 32.5 27.8 41.8
Raw 50 621
143.1 Abundance
‘ 221.8 16.453
0\JWWWLWW%RSWWW‘WV\HpJ72‘\MW ‘W‘ e 30000
m/z--> 50 100 150 200 250 300
Abundance Scan 2198 (16.453 min): BG057502.D\data.ms (
329.¢ 20000
Sub
501 62.1 10000
143.1
‘ 221.8
SIS0 7 0 . =
miz--> 50 100 150 200 250 300 Time--> 16.40 16.50
Abundance Scan 1716 (13.618 min): BG057202.D\data.ms (; #45
172.2 2-Fluorobiphenyl
Concen: 48.492 ng
RT: 13.592 min Scan# 1711
Ref 50 Delta R.T. -0.010 min
Lab File: BGO57502.D
Acq: 22 May 2023 20:44
\H"H‘H‘”H\H\‘\“\\‘\”‘\‘\H‘\”H\‘M‘\‘\“H\‘HH‘ . .
miz—-> 40 60 80 100 120 140 160 180 Tgt Ion:172 Resp: 187359
Abundance Scan 1711 (13.592 min): BG057502.D\datams = 10N Ratio Lower Upper
172.2 172 100
171 34.7 29.4 44.0
170 24.1 19.0 28.6
Raw 5p
Abundance
13.592
511 852 202 1462
0’ \" T \”\‘\“‘\ i ‘”\‘\ \”\”‘ T “ T T t \‘\‘\“ LTI 100000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1711 (13.592 min): BG057502.D\data.ms (
172.2
Sub 50000
u
50
0 50.1 \85‘.2 120.2 L 14‘6-“2 I ‘ 0
e e e e e
m/z--> 40 60 80 100 120 140 160 180 Time--> 13.50 13.60 13.70
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Abundance Scan 1968 (15.098 min): BG057202.D\data.ms (| #54

184.1 2,4-Dinitrophenol
Concen: 5.050 ng
RT: 15.501 min Scan#t 2(gigiil=gles
Ref 50 53.0 799 107.1 Delta R.T. 0.413 min A_
°. Lab File: BG@57502.D (Ll CINE
Acq: 22 May 2023 20:44
0\\\“‘\‘\\‘\“h\w\\‘\\“\ \\\\‘\\1\:3\8‘\1\\\‘\1\\‘ ‘\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Tt Ton:184 Resp: 77
Abundance Scan 2036 (15.501 min): BG057502.D\datams = 10N Ratio Lower Upper
1 184 100
63 0.0 48.2 72.4%
154 0.0 55.4 83.2%
Raw 50
Abundance
200 15.501
0,
miz—> 40 60 80 100 120 140 160 180 200 150
Abundance Scan 2036 (15.501 min): BG057502.D\data.ms (
57.1
100
Sub 85.2
50 :
50
113.2 1431
‘ ‘ 3 1714 197:2
0\\\“‘\\\““\““\\‘ LIS N B T
miz—-> 40 60 80 100 120 140 160 180 200 Time--> 1548 15.50

Abundance Scan 2416 (17.730 min): BG057202.D\data.ms (- #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.710 min Scan# 2412
Ref 50 Delta R.T. -0.004 min
Lab File: BG@57502.D
160.2 Acq: 22 May 2023 20:44
o521 %92 qogor322 02 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘
m/z—> 40 60 80 100 120 140 160 180 200 Tgt Ion:188 Resp: 120883
Abundance Scan 2412 (17.710 min): BG057502.D\data.ms | 10" Ratio Lower Upper
188.2 188 100
94 6.1 5. 7.7
80 7.4 5 8.5
Raw 5p
Abundance
800001 47710
160.2
ol 551 892 10821322 TP° || 2123
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘ 60000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2412 (17.710 min): BG057502.D\data.ms (
188.2
40000
Sub
50 20000
160.2
ol 540 802 40821322 '°0° || 2123 0
gttt e el S e —
miz—> 40 60 80 100 120 140 160 180 200  Time-—> 17.70  17.80
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Abundance Scan 2276 (16.908 min): BG057202.D\data.ms (; #67

248.1 4-Bromophenyl-phenylether
Concen: 2.700 ng
141.2 RT: 16.453 min Scan# 2iBGC 0k
Ref 50| 772 Delta R.T. -0.433 min [
Lab File: BG@57502.D (ISt IelEI[0H
39" ‘ Acq: 22 May 2023 20:44
0+ “\ | \“‘H\”'L\‘\““ it ‘\‘H“”\ “\““1\9\3‘-1\ b ‘ LI B B
m/z—-> 50 100 150 200 250 300 Tgt Ion:248 Resp: 3985
Abundance Scan 2198 (16.453 min): BG057502.D\data.ms = 10" Ratio Lower Upper
320.¢ 248 100
250 205.6 77.0 115.64#
141 476.5 48.6 72.8%
Raw 50| 62,1
143.1 Abundance
‘ 2218
0l ks Wm‘wm‘\“\”‘1‘\\93@_“ L A}PJ-‘%‘ ‘ UHH‘ ‘ L“\L‘ —— 10000
miz--> 50 100 150 200 250 300
Abundance Scan 2198 (16.453 min): BG057502.D\data.ms (
320.¢
5000
Sub
501 62.1 4
143.1 :
‘ 221.8
o lut0ss | ez || =
miz--> 50 100 150 200 250 300 Time->  16.40 16.45 16.50

Abundance Scan 3150 (22.042 min): BG057202.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 22.016 min Scan# 3145
Ref 50 Delta R.T. -0.004 min
Lab File: BG@57502.D
118.4 ‘ Acq: 22 May 2023 20:44
0 ‘6\4-\2\ f* “‘\ﬁ.\ T “\ \1\9\‘4“21‘ ‘\‘L‘h\“ T \2\8\2\1‘ LB
miz--> 50 100 150 200 250 300 350 18t Ion:24@ Resp: 126891
Abundance Scan 3145 (22.016 min): BG057502.D\data.ms ~1ON Ratio Lower Upper
240.3 240 100
120 5.7 4.9 7.3
236 26.1 21.4 32.2
Raw 5p
Abundance
22016
E—_ ‘1‘1?2 1702 oy 4 2811 356, 60000
miz--> 50 100 150 200 250 300 350
Abundance Scan 3145 (22.016 min): BG057502.D\data.ms (
240.3 40000
Sub g 20000
ol 760 20 1823 | 2811 3m —
miz—-> 50 100 150 200 250 300 350 Time--> 21.90 22.00 22.10
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Abundance Scan 2853 (20.297 min): BG057202.D\data.ms (; #79

244.3 Terphenyl-di4
Concen: 45.322 ng
RT: 20.277 min Scan#t 2{gEiginl=ies
Ref 50 Delta R.T. -0.004 min _
Lab File: BG@57502.D (GUEIEETSIEIH
Acq: 22 May 2023 20:44
o2 822 12221902 WEE | 261
miz--> 50 100 150 200 250 Tgt Ion:244 Resp: 352407
Abundance Scan 2849 (20.277 min): BG057502.D\data.ms = 10N Ratio Lower Upper
2443 244 100
212 7.1 6.1 9.1
122 5.5 5.1 7.7
Raw 50
Abundance
20.p77
o2 822 12271902 TZZ | gy FO
m/z--> 50 100 1 50 200 250 200000
Abundance Scan 2849 (20.277 min): BG057502.D\data.ms (
244.3 150000
100000
Sub 50
50000
ol 541 90212221002 2122 | 4. 0
miz—> 50 100 150 200 250 Time.s  20.20 2030 2040

Abundance Scan 3748 (25.555 min): BG057202.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 25.505 min Scan# 3739
Ref 50 Delta R.T. -0.010 min

Lab File: BGO57502.D

132.2 Acq: 22 May 2023 20:44
450 90.0 ,°j" 180.1220.9 !

0 T ‘ L ‘ T ‘ T T ‘ T ‘\ L ‘ T 1T .‘
m/z—-> 50 100 150 200 250 300 Tgt Ion:264 Resp: 140687
Abundance Scan 3739 (25.505 min): BG057502.D\data.ms = 10N Ratlo Lower Upper
264.3 264 100

260 24.6 18.8 28.2
265 21.6 17.9 26.9

Raw 5p
Abundance
40000 25105
132.2 207.2
0441 852 il L el 3271
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz—-> 50 100 150 200 250 300 30000
Abundance Scan 3739 (25.505 min): BG057502.D\data.ms (
264.3
20000
Sub
50
10000
0430 867 1322 48012219 | 327.1 0
e A e e e T
m/z--> 50 100 150 200 250 300 Time--> 25 40 25.60
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