Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121121\
Data File : BN@17897.D

Acqg On : 11 Dec 2021 09:18

Operator : CG/JU

Sample : M4956-24 :
Misc : MW178S-20211206

ALS Vvial : 22 Sample Multiplier: 1

Manual Integrations

Quant Time: Dec 11 21:29:22 2021 APPROVED
Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN121121.M Reviewed By :Christian Giraldo  12/13/2021
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay — 12/13/2021

QLast Update : Sat Dec 11 00:01:30 2021
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.715 152 25092 0.400 ng 0.00
7) Naphthalene-d8 10.494 136 102299 0.400 ng 0.00
13) Acenaphthene-di10 14.334 164 62519 0.400 ng 0.00
19) Phenanthrene-d1e 17.092 188 128466 0.400 ng 0.00
29) Chrysene-di2 21.293 240 92825 0.400 ng 0.00
35) Perylene-di2 23.592 264 65519 0.400 ng 0.00
System Monitoring Compounds
4) 2-Fluorophenol 5.336 112 6641 0.128 ng 0.00
5) Phenol-dé6 6.903 99 3399 0.066 ng 0.00
8) Nitrobenzene-d5 8.859 82 19633 0.294 ng 0.00
11) 2-Methylnaphthalene-d10 12.089 152 55988 0.311 ng 0.00
14) 2,4,6-Tribromophenol 15.844 330 3717 0.442 ng 0.00
15) 2-Fluorobiphenyl 12.964 172 84798 0.385 ng 0.00
27) Fluoranthene-die 19.129 212 155429 0.373 ng 0.00
31) Terphenyl-di14 19.730 244 136704 0.597 ng -0.01
Target Compounds Qvalue
2) 1,4-Dioxane 3.270 88 2263m 0.297 ng
34) Bis(2-ethylhexyl)phtha... 21.208 149 10483 0.105 ng 98

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN121121\
Data File : BN@17897.D

Acqg On : 11 Dec 2021 09:18

Operator : CG/JU

Sample : M4956-24 :
Misc : MW178S-20211206

ALS Vvial : 22  Sample Multiplier: 1

Manual Integrations
Quant Time: Dec 11 21:29:22 2021 APPROVED
Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-SIM-BN121121.M Reviewed By :Christian Giraldo  12/13/2021
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay — 12/13/2021
QLast Update : Sat Dec 11 ©0:01:30 2021
Response via : Initial Calibration

Abundance TIC: BN017897.D\data.ms
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Abundance Scan 492 (7.715 min): BN017878.D\data.ms (-4§ #1

150.0  1,4-Dichlorobenzene-d4
Concen: 0.400 ng
RT: 7.715 min Scan# 4{gSidiipgl=lpies
Ref 50 115.0 Delta R.T. -0.000 min |
' Lab File: BN@17897.D [(GICHIEEIel(EI(6H
Acq: 11 Dec 2021 09:18 WANAREERZVAREAN
0,420 580 740 99.0
Mz 40 65 gb 160 1£0 140 " Tgt Ton:152 Resp: 2509 Manual Integrations
Abundance  Scan 492 (7.715 min): BNO17897 D\data.ms | 10N Ratio Lower Upper BRAGLON=0)
150.0 152 100 Reviewed By :Christian Giraldo
156 151.1 121.9 182.9F supervised By :Jagrut Upadhyay
115 53.4 44.1 66.1
Raw 50
115.0 Abundance
43.0 |
0 | ‘ 74.0 99.0 15000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 80 100 120 140
Abundance
150.0 10000
Sub
50 5000
115.0
0 43.0 74.0 99.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\
m/z--> 40 80 100 120 140 Time--> 7.60 7.80 8.00
Abundance Scan 10 (3.270 min): BN017878.D\data.ms (-5) (| #2
88.0 1,4-Dioxane
58.0 Concen: 0.297 ng m
’ RT: 3.270 min Scan# 10
Ref 50 Delta R.T. -0.000 min
Lab File: BN©17897.D
Acq: 11 Dec 2021 09:18
0\4"2‘.10\\\‘\\\\‘\\\‘\\\\‘\\\\‘]\-5\()\.(\)‘
m/z--> 40 60 80 100 120 140 Tgt Ion: 88 Resp: 2263
Abundance  Scan 10 (3.270 min): BNO17897 D\datams | 10N Ratlo  Lower Upper
43.0 88 100
43 36.7 28.0 42.0
58 85.2 65.4 98.0
Raw 50 88.0
Abundance
T
o H 710 1150 152.0 4000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140
Abundance 3000
88.0 3.270
2000
Sub 58.0
50
1000
o 1500 ol
m/z--> 40 60 80 100 120 140 Time--> 3.25

BNO17897.D 8270-SIM-BN121121.M

Thu Dec 16 00:25:09 2021
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Abundance Scan 233 (5.327 min): BN017878.D\data.ms (-22 #4

112.0 2-Fluorophenol
Concen: 0.128 ng
64.0 RT: 5.336 min Scan# 2][SI0In[h18s
Ref 50 Delta R.T. ©0.009 min |
Lab File: BN@17897.D |(SIEIEElsllEllof
Acq: 11 Dec 2021 09:18 WANAREERZVAREAN
o440 | 930
Mz ‘4‘0‘ ; ‘6‘0‘ ; ‘8‘0‘ a ‘16(‘)‘ ‘12‘6‘ “1216‘ T oTgt Ion::}lz Resp: JZ3 Manual Integrations
Abundance  Scan 234 (5.336 min): BNO17897 D\data.ms | 10N Ratio Lower Upper BRAGLON=0)
112.0 112 1e0 Reviewed By :Christian Giraldo  12/13/2021
43.0 64 60.8 49.86  73.48 supervised By :Jagrut Upadhyay — 12/13/2021
63 33.5 26.2 39.2
64.0
Raw 50
Abundance
88.0
I o |y ‘ 152.0
G \4‘0\ L \60\ T \8‘0\ T :\I-O‘O\\ iz‘o\ L i4‘0\ L ‘
m/z--> 2000
Abundance
112.0
Sub 64.0 1000
50
0L 440 93.0 152.0 0 -
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 Time--> 5.20 5.30 5.40

Abundance Scan 403 (6.894 min): BN017878.D\data.ms (-3¢ #5

99.0 Phenol-d6
Concen: 0.066 ng
RT: 6.903 min Scan# 404
Ref 50 1.0 Delta R.T. ©.009 min
: Lab File: BN@17897.D
42.0 Acq: 11 Dec 2021 ©9:18
G \“h\\\“}\\\‘\\\\‘\\\\"\\\\‘]\-5\()\.(\)‘
m/z--> 40 60 80 100 120 140 Tgt Ion: 99 Resp: 3399
Abundance  Scan 404 (6.903 min): BNO17897.D\datams | 100 Ratio Lower Upper
43.0 99.0 99 100
42 24.0 17.0 25.4
71 43.8 28.0 42.0#
Raw 50
71.0 Abundance
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\W\‘
miz--> 40 60 80 100 120 140
Abundance
99.0 1000
Sub 50 500
71.0
42.0
Ol 1150 1500
miz--> 40 60 80 100 120 140 Time-> 6.80  6.90
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Abundance Scan 729 (10.494 min): BN017878.D\data.ms (-1 #7

136.0 Naphthalene-d8
Concen: 0.400 ng
RT: 10.494 min Scan#t 7[Eiginl=ies
Ref 50 Delta R.T. -0.000 min |
Lab File: BN@17897.D (GUCINEEICIR
Acq: 11 Dec 2021 09:18 WANAREERZVAREAN
o 54.0 g2.0 ‘ .

\“\\\\’\\\\"\\\\’\\\\’\\\’\\\\’\\\\’\\\\’\\\\’H\\ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:136 Resp: 10229 Manual Integratlons
Abundance Scan 729 (10.494 min): BNO17897 Didata.ms | 10N Ratio Lower Upper BRAGLMON=0)

136.0 136 100 Reviewed By :Christian Giraldo  12/13/2021
137 11.0 8.8 13.2 Supervised By :Jagrut Upadhyay  12/13/2021
54 6.4 5.1 7.7
Raw 5o 68 5.4 4.4 6.6
Abundance
50000
54.0 g2 2250
0 \“\H‘\’\}H"HH’HH’\H"H\\’HH’HH’HH’H.H 40000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
136.0 30000
Sub 20000
u
50
10000
O B0 2250 e
m/z--> 40 60 80 100 120 140 160 180 200 220 Time-> 10.40 10.60

Abundance Scan 600 (8.859 min): BN017878.D\data.ms (-5¢ #8
82.0 Nitrobenzene-d5

Concen: 0.294 ng
RT: 8.859 min Scan# 600
Ref 50 540 128.0 Delta R.T. -0.000 min

Lab File: BN©17897.D
Acq: 11 Dec 2021 ©09:18

miz--> 40 60 80 100 120 140 160 180 200 220 | 18t Ion: 82 Resp: 19633

Abundance  Scan 600 (8.859 min): BNO17897 D\data.ms 10N Ratio  Lower Upper
82.0 82 100

128 38.7 32.2 48.4
54 47.6 37.6 56.4

o

Raw 50/ 54.0

128.0

Abundance
8000
| \ | 225.0
0\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’H\\
m/z--> 40 60 80 100 120 140 160 180 200 220 6000
Abundance
82.0
4000
Sub
54.0
50 128.0 2000
i )N
O e B
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.60 8.80 9.00
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Abundance Scan 938 (12.090 min): BN017878.D\data.ms (-¢ #11

152.0 2-Methylnaphthalene-d1e
Concen: 0.311 ng
RT: 12.089 min Scan#t 9lgiigiipl=igles
Ref 50 Delta R.T. -0.000 min |
Lab File: BN@17897.D [(GICHIEEIel(EI(6H
Acq: 11 Dec 2021 09:18 WANAREERZVAREAN
0\]_?-5\.0\\\\\\\\\\\\\\\\\\\223\.\0\\
miz--> ]éo 1[‘10 1%0 1é0 260 2%0 Tgt IOI’]Z:!.SZ Resp: LRkt Manual Integrations
Abundance Scan 938 (12.089 min): BNO17897 Didata.ms | 10N Ratio Lower Upper BRAGLMON=0)
152.0 152 1e0 Reviewed By :Christian Giraldo  12/13/2021
151 20.5 16.4 24.6 Supervised By :Jagrut Upadhyay  12/13/2021
Raw 50
Abundance
25000
G\J-}s\.‘o\\\\‘\\\’\\\\‘\\\\‘\\\\‘2\27\.9\
m/z--> 120 140 160 180 200 220 20000
Abundance
152.0 15000
Sub 10000
50
5000
olits0 2230 .
miz--> 120 140 160 180 200 220  Time--> 12.00 12.20
Abundance Scan 1176 (14.335 min): BN017878.D\data.ms (- #13
162.0 Acenaphthene-di10
Concen: 0.400 ng
RT: 14.334 min Scan# 1176
Ref 50 Delta R.T. -0.000 min
Lab File: BN©17897.D
Acq: 11 Dec 2021 09:18
0‘6:\3.9\;95\.(\)\\‘ \\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 Tgt Ion:164 Resp: 62519
Abundance Scan 1176 (14.334 min): BN017897.D\datams | 100 Ratio Lower Upper
162.0 164 100
162 102.9 82.1 123.1
160 48.1 38.2 57.2
Raw 50
Abundance
14.834
0630 1050 | 1e80 . 30, 200
m/z--> 50 100 150 200 250 300 20000
Abundance
162.0 15000
Sub 10000
50
5000
0 63.0 105.0 206.0 330.! 0
R e e P
miz--> 50 100 150 200 250 300 Time--> 1420  14.40
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Abundance Scan 1295 (15.844 min): BN017878.D\data.ms (i #14

330.' 2,4,6-Tribromophenol

Concen: 0.442 ng
RT: 15.844 min Scan#t 1gigiil=gles
Ref 50 Delta R.T. ©.000 min
141.0 Lab File: BN@17897.D [(GICHIEEIel(EI(6H
63.0 Acq: 11 Dec 2021 09:18 WANAREERZVAREAN
0w“Hw*H\“‘1“‘192\3'9*”\””\”“ :
m/z—> 50 100 150 200 250 300 Tgt Ion:330 Resp: EyAk  Manual Integrations

Abundance Scan 1295 (15.844 min): BNO17897 D\data.ms 10N Ratio  Lower Upper BRAGLON=0)

330. 330 100 Reviewed By :Christian Giraldo  12/13/2021
332 0.0 0.0 0.0f) supervised By :Jagrut Upadhyay — 12/13/2021
9.7

141 28.4 19. 29.
Raw 50
Abundance
141.0
63.0 15.844
‘ 105.0 ‘ -
G “ LI ‘\ “\ L ‘“H wﬂ’s\‘ T “H\ L ‘ L ‘ T ‘ T
m/z--> 50 100 150 200 250 300 1000
Abundance
330.!
sub 500
50
63.0 141.0 Y,
0 105.0 198.0 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 Time--> 15.70 15.80 15.90

Abundance Scan 1068 (12.964 min): BN0O17878.D\data.ms (- #15

172.0 2-Fluorobiphenyl
Concen: 0.385 ng
RT: 12.964 min Scan# 1068
Ref 50 Delta R.T. -0.000 min
Lab File: BN@17897.D
Acq: 11 Dec 2021 09:18
51630 1050
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\ . .
miz--> 50 100 150 200 250 300 Tgt Ion:172 Resp: 84798
Abundance Scan 1068 (12.964 min): BNO17897 D\data.ms | 1N Ratio Lower Upper
172.0 172 100
171 35.1 28.3 42.5
170 23.5 19.1 28.7
Raw 50
Abundance
4000
03%9 1050 | 330.
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 30000
Abundance
172.0
20000
Sub
50 10000
O51.0 105.0 -
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 Time--> 12.90 13.00

BNO17897.D 8270-SIM-BN121121.M
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Abundance Scan 1397 (17.092 min): BN017878.D\data.ms (- #19
188.0 Phenanthrene-d10
Concen: 0.400 ng
RT: 17.092 min Scan#t 1lgigill=gles
Ref 50 Delta R.T. -0.000 min |
Lab File: BN@17897.D [(GICHIEEIel(EI(6H
4.0 Acq: 11 Dec 2021 09:18 WANAREERZVAREAN
0 1. T T T T ]\_51.\()\ T T T T \2\49.(\) T T T T ?\’3\2.\|
m/z--> 160 15‘0 260 25‘0 360 Tgt Ion:188 Resp: 12846 Manual Integrations
Abundance Scan 1397 (17.092 min): BN017897.D\data.ms | 10 Ratio Lower Upper EEeULSEENISE
188.0 188 100 Reviewed By :Christian Giraldo 12/13/2021
94 0.0 0.0 0.08 supervised By :Jagrut Upadhyay — 12/13/2021
80 7.3 6.2 9.2
Raw 50
Abundance
17.p92
50000
o0 1810 2660 3%
m/z--> 100 150 200 250 300 40000
Abundance
188.0 30000
Sub 20000
50
10000
ol a0 . 2680
m/z--> 100 150 200 250 300 Time--> 17.00 17.20
Abundance Scan 1697 (19.129 min): BN017878.D\data.ms (- #27
212.0 Fluoranthene-d1e
Concen: 0.373 ng
RT: 19.129 min Scan# 1697
Ref 50 Delta R.T. -0.000 min
Lab File: BN©17897.D
10‘6.0 Acq: 11 Dec 2021 09:18
0\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
miz--> 100 120 140 160 180 200 220 240 I8t Ion:212 Resp: 155429
Abundance Scan 1697 (19.129 min): BNO17897 D\data.ms | 10N Ratio Lower Upper
212.0 212 100
106 10.4 8.3 12.5
104 5.6 4.6 6.8
Raw 50
Abundance
106.0 80000
0\\‘H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\2‘4\4\.0\
m/z--> 100 120 140 160 180 200 220 240 60000
Abundance
212.0
40000
Sub 50
20000
106.0
) — EE A e—
miz--> 100 120 140 160 180 200 220 240 Time-> 19.00 19.20
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Abundance Scan 1995 (21.293 min): BN017878.D\data.ms (- #29

240.0 Chrysene-d12
Concen: 0.400 ng
RT: 21.293 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.000 min |
Lab File: BN@17897.D |(SIEIEElsllEllof
Acq: 11 Dec 2021 09:18 WANAREERZVAREAN
120.0 212.0
0?\1\.\()‘\\\\}\H\‘\H\’\H\’\H\“\\}\.‘\\‘H\\H‘\\H‘\\ .
miz--> 100 120 140 160 180 200 220 240 260 280 18t Ton:240 Resp: 92828 MNEWIEIRINCEIEERIE
Abundance Scan 1995 (21.293 min): BN017897.D\data.ms | 1o Ratio Lower Upper BEULSEISE
240.0 240 100 Reviewed By :Christian Giraldo 12/13/2021
120 8.2 5.8 8.80 supervised By :Jagrut Upadhyay — 12/13/2021
236 26.5 21.0 31.6
Raw 50
Abundance
40000
G ?\]T\.\()‘ T \]_\2\?\.? \]‘-\4.%.3\ TTT ’ TTTT ‘2\]\-}2\"0\ TTT TTTT ‘ \\2\7\?\-(\:
miz--> 100 120 140 160 180 200 220 240 260 280 30000
Abundance
240.0
20000
Sub
50 10000
120.0
091.0 167.0 2120 279.C ol S
L NN RESIS 14 SESah B—" 24 e
miz--> 100 120 140 160 180 200 220 240 260 280 Time--> 21.20 21.40

Abundance Scan 1820 (19.740 min): BN017878.D\data.ms (1 #31
2440  Terphenyl-di4

Concen: 0.597 ng
RT: 19.730 min Scan# 1818
Ref 50 Delta R.T. -0.010 min

Lab File: BNO17897.D

12‘2_0 212.0 Acq: 11 Dec 2021 09:18
| !
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T

miz--> 100 120 140 160 180 200 220 240 | T8t Ion:244 Resp: 136704

Abundance Scan 1818 (19.730 min): BNO17897 D\data.ms 10N Ratio  Lower Upper
244.0 244 100

212 7.7 6.2 9.2
7.5

o

122 10.1 11.3
Raw 50
Abundance
1010 122.0 212.0
0\\‘\"\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘ T 60000
m/z--> 100 120 140 160 180 200 220 240
Abundance
2450 40000
Sub
50 20000
122.0
oloro o 2Ed o S
miz--> 100 120 140 160 180 200 220 240 Time-> 19.60  19.80
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Abundance Scan 1987 (21.208 min): BN017878.D\data.ms (- #34

148.0 Bis(2-ethylhexyl)phthalate
Concen: 0.105 ng
RT: 21.208 min Scan#t 1{gSgilnl=iee
Ref 50 Delta R.T. -0.000 min |
Lab File: BNo17897.D [SlEEQISEInIAE
Acq: 11 Dec 2021 09:18 WANAREERZVAREAN
0910 122.0 203.0228.0254.0279.C
H\\‘H\\‘\H\‘\H\’\H\’\H\‘\H\‘\\H‘\\H‘\\H‘\\ .
m/z--> 100 120 140 160 180 200 220 240 260 280 Tgt IOI’]Z:!.49 Resp: 1048 \ERIEL Integratlons
Abundance Scan 1987 (21.208 min): BNO17897 D\data.ms 10N Ratio  Lower Upper BRAGLON=0)
149.0 149 100 Reviewed By :Christian Giraldo  12/13/2021
167 30.5 23.4 35.0 Supervised By :Jagrut Upadhyay  12/13/2021
279 5.1 3.6 5.4
Raw 50
Abundance
91.0
122.0 203.0 244.0 279.C
G HH‘H\\i\H\‘\H\’HH’\H\“\H\‘HH‘HH‘HH“H 6000
m/z--> 100 120 140 160 180 200 220 240 260 280
Abundance
149.0 4000
Sub
50 2000
091.0 122.0 206.0 254.0279.C 0{
T o e e
m/z--> 100 120 140 160 180 200 220 240 260 280 Time-->

Abundance Scan 2445 (23.589 min): BN017878.D\data.ms (- #35
264.0 | perylene-d12

Concen: 0.400 ng
RT: 23.592 min Scan# 2446
Ref 50 Delta R.T. ©0.003 min

Lab File: BN©17897.D
H Acq: 11 Dec 2021 ©9:18

G\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ TT
miz--> 120 140 160 180 200 220 240 260 18t Ion:264 Resp: 65519

Abundance Scan 2446 (22.592 min): BNO17897 D\data.ms 10N Ratio  Lower Upper
264.0 264 100

260 25.2 20.2 30.4
265 23.1 18.2 27.4

Raw 50
Abundance
20000
125.0 ‘ ‘
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 120 140 160 180 200 220 240 260 15000
Abundance
264.0
10000
Sub 50
5000
] 0
m/z--> 120 140 160 180 200 220 240 260 Time-->
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