Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41412.D

Acqg On : 15 Aug 2023 18:57

Operator : MA/JU

Sample : 03985-02 :
Misc : PNNL-APM2-0811-1

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Aug 16 01:12:16 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Aug 11 17:51:06 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.763 152 151933 20.000 ng -0.01
21) Naphthalene-d8 10.569 136 559033 20.000 ng -0.01
39) Acenaphthene-die 14.427 164 323245 20.000 ng -0.01
64) Phenanthrene-d10 17.186 188 668345 20.000 ng #-0.02
76) Chrysene-di12 21.391 240 687187 20.000 ng -0.02
86) Perylene-di12 23.750 264 835454 20.000 ng -0.03

System Monitoring Compounds

5) 2-Fluorophenol 5.345 112 924306 90.925 ng 0.00

7) Phenol-d6 6.951 99 1037202 78.713 ng 0.00
23) Nitrobenzene-d5 8.939 82 830555 69.092 ng -0.01
42) 2,4,6-Tribromophenol 15.933 330 508095 111.129 ng -0.01
45) 2-Fluorobiphenyl 13.045 172 1784551 69.741 ng -0.01
79) Terphenyl-di4 19.827 244 2836910 74.642 ng -0.02
Target Compounds Qvalue
84) Bis(2-ethylhexyl)phtha... 21.297 149 42947 3.999 ng 99

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

Data File
Acqg On
Operator
Sample
Misc

ALS vial

. 10

Quantitation Report (QT Reviewed)

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\

. BM@41412.D

: 15 Aug 2023 18:57
: MA/JU

: 03985-02

PNNL-APM2-0811-1

Sample Multiplier: 1

Quant Time: Aug 16 01:12:16 2023

Quant Method
Quant Title
QLast Update :
Response via

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Fri Aug 11 17:51:06 2023

Initial Calibration
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Abundance Scan 780 (7.775 min): BM041378.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.763 min Scan# 7{gSidtgl=lpies
Ref 50 115.0 Delta R.T. -0.012 min VA
78.0 Lab File: BM@41412.D [(QCHIEEIelEC
‘ Acq: 15 Aug 2023 18:57 LNEAEVPRUEERS
o0 L I L e
miz--> 50 100 150 200 250 Tgt IOFIZ:!.SZ RESpZ 151933
Abundance  Scan 778 (7.763 min): BM041412 D\datams 10N Ratio Lower Upper
149.9 152 100
150 154.6 125.5 188.3
115 57.7 48.0 72.0
Raw 50
780 1150 Abundance
ol ‘\m L 2089 280
m/z--> 50 100 .150 200 250 100000 7763
Abundance Scan 778 (7.763 min): BM041412.D\data.ms (-7
149.9
Sub 50000
50 115.0
78.0
G \‘\\\“\\;9\2.‘8\\\\‘\\\\ 7\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 Time--> 7.70 780 7.90

Abundance Scan 367 (5.346 min): BM041378.D\data.ms (-3¢ #5

112.0 2-Fluorophenol
Concen: 90.925 ng
64.0 RT: 5.345 min Scan# 367
Ref 50 Delta R.T. -0.000 min
Lab File: BM041412.D
‘ Acq: 15 Aug 2023 18:57
[o ! W‘\H " ‘\‘ : L 1‘47‘]‘- : ]Tgp 9‘ — ‘2‘66"8‘ :
miz--> 50 100 150 200 250 Tgt IOI’]Z:!.].Z Resp: 924306
Abundance  Scan 367 (5.345 min): BM041412. D\datams = 10N Ratlo Lower Upper
119.0 112 100
64 58.0 48.5 72.7
64.0 63 33.1 26.5 39.7
Raw 50
Abundance
5.345
‘ ‘ 600000
ol W‘\H R ‘\ T ‘2‘07‘-9 — ‘2‘8‘0:
miz--> 50 100 150 200 250
Abundance Scan 367 (5.345 min): BM041412.D\data.ms (-31 400000
112.0
sub o 840 200000
ol 2070 280 e e
miz--> 50 100 150 200 250 Time--> 5.30 5.40 5.50
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Abundance Scan 641 (6.957 min): BM041378.D\data.ms (-6% #7

99.0 Phenol-d6
Concen: 78.713 ng
RT: 6.951 min Scan# 64l e
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BM@41412.D [(SUEIEEIsllEI0f
420 Acq: 15 Aug 2023 18:57 ENNEAGIVPRVEEE
0 ‘h“‘ ‘H‘ ““ T T T T ‘ T T T T .’ T T T T ‘ T T T T
m/z—> 5 100 150 200 250 Tgt Ion:‘99 Resp: 1037202
Abundance  Scan 640 (6.951 min): BM041412.D\data.ms 10" Ratlo Lower Upper
99.0 99 100
42 18.5 15.4 23.0
71 39.1 28.2 42.4
Raw 50
Abundance
6.951
42.0 600000
ol bk | a9 2089 aen
miz--> 50 100 150 200 250
Abundance Scan 640 (86981 min): BM041412.D\data.ms (-5¢ 400000
Sub o 200000
42.0
o \h‘h MH 1469 2069 281
T T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz—-> 100 150 200 250 Time--> 6.80 7.00 7.20

Abundance Scan 1257 (10.581 min): BM041378.D\data.ms ( #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 10.569 min Scan# 1255
Ref 50 Delta R.T. -0.012 min
Lab File: BM041412.D
540 Acq: 15 Aug 2023 18:57
0l—r ‘H‘\H‘ H‘QHO‘O’“‘ : ‘\‘\‘ — ‘2‘07‘-9‘ — ‘2‘8‘0:
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.36 Resp: 559033
Abundance Scan 1255 (10.569 min): BM041412.D\datams 100 Ratio Lower Upper
136.1 136 100
137 0.9 8.8 13.2
54 7.3 6.9 10.3
Raw 5o 68 5.5 5.4 8.2
Abundance
300000 10.69
ol Sihgeol | 129
m/z--> 50 100 150 200 250
Abundance Scan 1255 (10.569 min): BM041412.D\data.ms (200000
136.1
sub o 100000
0‘“Sﬁ.ﬂ“ﬁ‘s"or““““\“‘192'\9‘H‘\HH OWH*\HH ‘
m/z--> 50 100 150 200 250 Time--> 10.60
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Abundance Scan 980 (8.951 min): BM041378.D\data.ms (-97 #23

82.0 Nitrobenzene-d5

Concen: 69.092 ng

RT: 8.939 min Scan# 9llgSiidtipl=lgies
Ref 50{ 540 128.0 Delta R.T. -0.012 min
Lab File: BM@41412.D (GUEINEETTHICIH
Acq: 15 Aug 2023 18:57 ENNIEIEIPEUIEEE

\\\’ \‘\“\‘\\\‘\\\\’\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\?\ . .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 82 Resp: 830555

Abundance ~ Scan 978 (8.939 min): BM041412.D\datams 1N Ratio Lower Upper
82.0 82 100

128 39.3 31.8 47.6
54 47.5 40.1 60.1

o

Raw 50 54.0

128.0 Abundance
8.939
0H\“"\‘\“\‘\‘\‘\‘\‘\‘i‘\\\\"HM‘H‘H‘HH‘HH‘\H%O\\?T(\) 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 978 (8.939 min): BM041412.D\data.ms (-9 300000
82.0
200000
O o 540 128.0
' 100000
O U S e
miz--> 40 60 80 100 120 140 160 180 200  Time-> 8.80  9.00

Abundance Scan 1913 (14.439 min): BM041378.D\data.ms ( #39

16p.1 Acenaphthene-d1e

Concen: 20.000 ng

RT: 14.427 min Scan# 1911

Ref 50 Delta R.T. -0.012 min
Lab File:  BM@41412.D
80.0 Acq: 15 Aug 2023 18:57
0710‘ 122.0 L \2‘07.\9\ T ‘ \2\8\(].\9‘ T \3\4’\().‘
miz--> 50 100 150 200 250 300 Tgt Ion:164 Resp: 323245
Abundance Scan 1911 (14.427 min): BM041412. D\datams = 10N Ratlo Lower Upper
16%.1 164 100
162 99.6 80.4 120.6
160 43.7 36.2 54.2
Raw 50
Abundance
80.0 14.427
0100 1220 206.9  281.0 200000
L ‘ T 1T ‘ T 1T ‘ T 1T ‘
miz--> 50 100 150 200 250 300
Abundance Scan 1911 (14.427 min): BM041412.D\datams (150000
162.1
100000
Sub
50
50000
80.0
0100 122.0 206.9  280.9 ,
L ‘ T 1T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ LI
miz--> 50 100 150 200 250 300 Time--> 14.40 14.50
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Abundance Scan 2169 (15.945 min): BM041378.D\data.ms (| #42

BM041412.D 8270-BM@72823.M

329.€ | 2,4,6-Tribromophenol
Concen: 111.129 ng
62.0 RT: 15.933 min Scan#t 2SSl
Ref 50 ' Delta R.T. -0.012 min |
140.9 Lab File: BM@41412.D (SUEHEERIEEE
221.8 Acq: 15 Aug 2023 18:57 PNNL-APM2-0811-1
obiLl 102 20 |} |ziss
miz--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 508095
Abundance Scan 2167 (15.933 min): BM041412.D\datams 10" Ratio Lower Upper
3206 330 100
332 96.7 77.7 116.5
141 33.5 28.3 42.5
Raw  50{ 620
140.9 Abundance
2228 15,933
oliluiozg. | 3838 | jzies | 00000
miz--> 50 100 150 200 250 300
Abundance 2167 (15. in): BM041412.D\data.
Scan 2167 (15.933 min) 0] \data.ms (| 200000
320.¢
Sub ool oo 100000
140.9
‘ H 221.8
ol M%«qzw | 4838 | 2766 —
m/z--> 50 100 150 200 250 300 Time--> 15.80  16.00

Abundance Scan 1678 (13.057 min): BM041378.D\data.ms ( #45
172.0 2-Fluorobiphenyl
Concen: 69.741 ng
RT: 13.045 min Scan# 1676
Ref 50 Delta R.T. -0.012 min
Lab File: BM041412.D
Acq: 15 Aug 2023 18:57
10 80 129, | o
OL— i‘ \“\m‘\h\‘”“\ it \‘i”\ P T T T T
miz--> 50 100 150 200 250 Tgt IOI’]Z:!.72 Resp: 1784551
Abundance Scan 1676 (13.045 min): BM041412.D\datams  1°" Ratio Lower Upper
172.0 172 100
171 35.3 28.1 42.1
176 23.3 18.9 28.3
Raw 50
Abundance
13.045
510 830 1330 | 2071 280
OL— [T \‘\‘”“\ = \“”\ L B B B B 1000000
m/z--> 50 100 150 200 250
Abundance Scan 1676 (13.045 min): BM041412.D\data.ms (
172.0
500000
Sub
50
ol 510 850 1330 | 2070  280.
A B B e o e I B B B B e e e e
miz--> 50 100 150 200 250 Time--> 13.00 13.10
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Abundance Scan 2383 (17.204 min): BM041378.D\data.ms (| #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.186 min Scan#t 2[gSagilnlclalee
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM@41412.D [(SUEWISEIoEIH
Acq: 15 Aug 2023 18:57 [(ENINEZNINPERREE
0\ - ‘\ \‘\‘ \J“ \1\3\2\0‘”1 \M\ [T \2‘6\3\6\ ™ \3\2\9\0’
m/z--> 50 100 150 200 250 300 Tgt Ion:188 Resp: 668345
Abundance Scan 2380 (17.186 min): BM041412.D\datams 10N Ratlo Lower Upper
188.1 188 100
94 7.8 8.2 12.24
80 8.8 8.6 13.0
Raw 50
Abundance
17.186
o100 %99 1320, | 281.0 400000
\\’\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\’
m/z-—-> 50 100 150 200 250 300
Abundance Scan 2380 (17.186 min): BM041412.D\data.ms (300000
188.1
200000
Sub
50
100000
0810 210 1320, | ame e
m/z-> 50 100 150 200 250 300 Time--> 17.10 17.20 17.30

Abundance Scan 3099 (21.415 min): BM041378.D\data.ms (| #76

240.1 Chrysene-di12
Concen: 20.000 ng
RT: 21.391 min Scan# 3095
Ref 50 Delta R.T. -0.024 min
Lab File: BM@41412.D
Acq: 15 Aug 2023 18:57
118.0
01229 3051 3851 476.1549.
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:24@ Resp: 687187
Abundance Scan 3095 (21.391 min): BM041412.D\data.ms Ion Ratio Lower Upper
240.1 240 100
120 8.3 8.3 12.5
236 25.4 20.6 30.8
Raw 50
Abundance
1201 s00000] 1Pt
of20 5 Ll . 35514200
H‘HH‘HH‘HH‘H\ ‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 400000
Abundance Scan 3095 (21.391 min): BM041412.D\data.ms (
240.1 300000
Sub 200000
50
100000
118.0
0420 L T 314.0 402.1 475.9 0
S e ‘H“_“w“‘w“u“u“u“_ ———
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 21.40
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Abundance Scan 2832 (19.845 min): BM041378.D\data.ms ( #79
244.2 Terphenyl-di4
Concen: 74.642 ng
RT: 19.827 min Scan# 2{gEigil=laies
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM@41412.D [(SUEIEEIsllEI0f
291 Acq: 15 Aug 2023 18:57 ENNEAEIPECSEDE
0\\‘6\6\0\\‘\\‘\\‘\’]-\8\4\“]-\‘\‘\h\\"\\\\‘.\\\\‘\\\\‘\.\\\
m/z--> 50 100 150 200 250 300 350 400 T8t Ion:244 Resp: 2836910
Abundance Scan 2829 (19.827 min): BM041412.D\datams 10N Ratlo Lower Upper
202 244 100
212 7.2 5.4 8.2
122 8.1 7.8 11.6
Raw 50
Abundance
25000001 19 827
122.1
54.0 188. 340.9
0\\‘\\\\“\\‘\\“1\\\‘J-\{\‘\h\h’\\\\‘\\\\‘\\\\‘\\\\ 2000000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2829 (19.827 min): BM041412.D\data.ms ( 1500000
244.2
b 1000000
Su
50
500000
5,540 1221 yg41, | 32609 0!
e prirteppte bl 2202 o
miz--> 50 100 150 200 250 300 350 400  Time--> 19.80 20.00
Abundance Scan 3083 (21.321 min): BM041378.D\data.ms (| #84
148.9 Bis(2-ethylhexyl)phthalate
Concen: 3.999 ng
RT: 21.297 min Scan# 3079
Ref 50 Delta R.T. -0.024 min
57.0 Lab File: BM041412.D
J ‘ Acq: 15 Aug 2023 18:57
obdtbigin L, 1000479 4201 a9,
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:149 Resp: 42947
Abundance Scan 3079 (21.297 min): BM041412.D\data.ms Ion Ratio Lower Upper
207.0 149 100
167 27.0 21.0 31.6
279 4.6 3.1 4.7
Raw 50
Abundance
281.0
73.0 21.p97
355.0 429.0
0 T J\\L\‘\\“\l\[\}\‘?\\‘HL\‘H‘\“H\‘\H\‘HH‘HH‘HH‘HH‘\ 30000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3079 (21.297 min): BM041412.D\data.ms (
143.0 20000
Sub
50 10000
57.0
o 2150 —
SNITRNONES Y e LF=L N S
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 21.30
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Abundance Scan 3501 (23.780 min): BM041378.D\data.ms ( #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 23.750 min Scan# 3{gEigil=lies

Ref 50 Delta R.T. -0.030 min
Lab File: BM@41412.D [SUERISEUICIo
132.0 Acq: 15 Aug 2023 18:57 [(ENINEZNINPERREE
0l860 | . 3140414761
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 835454
Abundance Scan 3496 (23.750 min): BM041412.D\datams = 10N Ratlo Lower Upper
264.1 264 100

260 23.4 18.5 27.7
265 22.0 17.4 26.0

Raw 50
Abundance
23.50
132.0 400000
ol52L | 1971, Jl| 341.0 417.0 490.0
H‘\H\‘HH’\H\‘\H\‘HH‘H\\‘HH‘HH‘HH‘HH‘\
miz--> 50 100 150 200 250 300 350 400 450 500 300000
Abundance Scan 3496 (23.750 min): BM041412.D\data.ms (
264.1
200000
Sub
50 100000
131.9
0860 | 197.0, || 339.0 413.1 488.9 0
et T e D T T T e e
miz--> 50 100 150 200 250 300 350 400 450 500 Time-> 23.60  23.80
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