Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41409.D

Acqg On : 15 Aug 2023 17:05

Operator : MA/JU

Sample : 03985-01 :
Misc : PNNL-APM2-0811-1

ALS vial : 7 Sample Multiplier: 1

Quant Time: Aug 16 01:11:25 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 134721 20.000 ng -0.01
21) Naphthalene-d8 10.569 136 488419 20.000 ng -0.01
39) Acenaphthene-die 14.427 164 281363 20.000 ng -0.01
64) Phenanthrene-d10 17.186 188 627580 20.000 ng -0.02
76) Chrysene-di12 21.398 240 688788 20.000 ng #-0.02
86) Perylene-di12 23.756 264 829713 20.000 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.340 112 467074 51.817 ng 0.00

7) Phenol-dé 6.946 99 572166 48.969 ng -0.01
23) Nitrobenzene-d5 8.940 82 353063 33.617 ng -0.01
42) 2,4,6-Tribromophenol 15.927 330 216621 54.431 ng -0.02
45) 2-Fluorobiphenyl 13.045 172 714594 32.083 ng -0.01
79) Terphenyl-di4 19.827 244 1205526 31.645 ng -0.02
Target Compounds Qvalue
84) Bis(2-ethylhexyl)phtha... 21.303 149 73262 5.023 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

Quantitation Report (LSC Reviewed)

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

. BM@41409.D

: 15 Aug 2023 17:05
: MA/JU

: 03985-01

PNNL-APM2-0811-1

: 7 Sample Multiplier: 1

Quant Time: Aug 16 01:11:25 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

Abundance TIC: BM041409.D\data.ms
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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 \A_
520 78.0 Lab File: BM@41409.D [(QICHIEEIelEC
‘ Acq: 15 Aug 2023 17:05 ENNEAGIVPRVAREE
0““i‘“"\‘““!\““"\‘“‘\"“\“““\““\““\““
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:152 Resp: 134721
Abundance  Scan 778 (7.763 min): BM041409.D\datams  1O" Ratio Lower Upper
146.9 152 100
150 157.9 125.5 188.3
115 60.1 48.0 72.0
Raw
>0 115.0 Abundance
520
0H“\““HMH“!‘\“‘wa‘\‘“‘\H““\“H\H“z\q‘?"c‘ 00000
m/z--> 40 60 80 100 120 140 160 180 200 !
Abundance Scan 778 (7.763 min): BM041409.D\data.ms (-7 763
149.9
Sub 50000
50 115.0
520 ‘
0H“1‘H‘Hm“l‘\“‘wa“\"Hw“‘w”w”w‘w R R
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.70 780 7.90
Abundance Scan 367 (5.346 min): BM041378.D\data.ms (-3¢ #5
112.0 2-Fluorophenol
Concen: 51.817 ng
64.0 RT: 5.340 min Scan# 366
Ref 50 Delta R.T. -0.006 min
Lab File: BM@41409.D
‘ Acq: 15 Aug 2023 17:05
ol }‘”“”“““ L 147‘} ‘1‘9‘09‘ N ‘21‘36‘-8“
miz--> 50 100 150 200 250 Tgt Ion::.L12 Resp: 467074
Abundance Scan 366 (5.340 min): BM041409.D\data.ms Ion Ratio Lower Upper
112.0 112 100
64 57.8 48.5 72.7
64.0 63 33.1 26.5 39.7
Raw 50
Abundance
300000 5.340
obt W\MM‘ “ L ‘1‘9‘0-‘9‘ — 280!
miz--> 50 100 150 200 250
Abundance Scan 366 (5.340 min): BM041409.D\data.ms (-3] 200000
112.0
64.0
Sub 50 100000
O‘H ““““"““““H AR RS
m/z--> 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: 48.969 ng
RT: 6.946 min Scan# 6llgliidtipl=lgies
Ref 50 Delta R.T. -0.012 min
Lab File: BM@41409.D [(GICEHIEEIel(EI(EH
42.0 Acq: 15 Aug 2023 17:05 NEAEVPAAEE
0“‘\\‘\\“\\‘\“‘\‘““‘\ N = S
miz--> 50 100 150 200 250 Tgt Ion:‘99 Resp: 572166
Abundance  Scan 639 (6.946 min): BM041409.D\datams 10" Ratio Lower Upper
99.0 99 100
42 19.3 15.4 23.0
71 38.6 28.2 42.4
Raw 50
Abundance
42.0 6.946
‘ ‘ 300000
oL \‘M \‘H\“w‘\‘m‘ : I T :‘|_9‘2‘9‘ T ‘2‘8‘0"'
m/z--> 50 100 150 200 250
Abundance Scan 639 (89936 min): BM041409.D\data.ms (-5¢ 200000
sub 100000
42.0
G“l““\”‘w““u i LR E— e
m/z--> 50 100 150 200 250 Time--> 6.90 7.00 7.10

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: BM@41409.D
540 Acq: 15 Aug 2023 17:05
Oh— ‘H.\‘H\ “%q.()’ “\ T \“‘\ T \297\(\) T \2\8\0\‘
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.36 Resp: 488419
Abundance Scan 1255 (10.569 min): BM041409.D\data.ms 100 Ratio Lower Upper
136.1 136 100
137 10.8 8.8 13.2
54 7.7 6.9 10.3
Raw 5g 68 6.4 5.4 8.2
Abundance
10.569
54.0 2
O+ “‘ \‘H\ H%Q‘? “\ T \“‘\ T \296\8\ T \2\8\1\' 50000
m/z--> 50 100 150 200 250 200000
Abundance Scan 1255 (10.569 min): BM041409.D\data.ms (
136.1 150000
Sub 100000
50
50000
54.0 \
bl 9L 28l O
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: 33.617 ng
RT: 8.940 min Scan# 91l Eies
Ref 50 128.0 Delta R.T. -0.012 min |
Lab File: BM@41409.D [(SIEIEEIsllEI0f
a2 Acq: 15 Aug 2023 17:05 [ENINEZNRINPERREE
oL ‘U.‘?‘ \”\‘ “i‘ T “ T T \297\0\ L B B
m/z--> 50 100 150 200 250 Tgt IOHZ‘SZ RESpZ 353063
Abundance  Scan 978 (8.940 min): BM041409.D\data.ms 10" Ratlo Lower Upper
82.0 82 100
128 38.3 31.8 47.6
54 48.1 40.1 60.1
Raw 50
128.0 Abundance
200000 8.940
0 \4ﬁ‘i‘ \”! “1‘ T “ T T \296\9\ L 2\8\1\‘
miz--> 50 100 150 200 250 150000
Abundance Scan 978 (8.940 min): BM041409.D\data.ms (-92
82.0
] 100000
Sub 0
S 128.0 50000
ol L | 206.9 280. ,
T \\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\
m/z—-> 50 100 150 200 250 Time--> 8.90 9.00 9.10

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@41409.D
80.0 Acq: 15 Aug 2023 17:05
ol 1220 Ml 207.9  280.9 340.
miz--> 50 100 150 200 250 300 Tgt Ion:164 Resp: 281363
Abundance Scan 1911 (14.427 min): BM041409.D\datams = 10N Ratlo Lower Upper
162.1 164 100
162 101.6 80.4 120.6
160 46.5 36.2 54.2
Raw 50
Abundance
80.0 14.427
0,40-9@ . 122.0 206.9  281.0
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 150000
Abundance Scan 1911 (14.427 min): BM041409.D\data.ms (
162.1
100000
Sub
50 50000
80.0
010. L1220 281.0 ol
VMWHWm_m_m_m‘ ==
miz--> 50 100 150 200 250 300 Time--> 14.40 14.60
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Abundance Scan 2169 (15.945 min): BM041378.D\data.ms ( #42
329.€ | 2,4,6-Tribromophenol
Concen: 54.431 ng
62.0 RT: 15.927 min Scan#t 21gigil=glies
Ref 50 ) Delta R.T. -0.018 min
140.9 Lab File: BM@41409.D (SULEWEEWIEEE
221.8 Acq: 15 Aug 2023 17:05 PNNL-APM2-0811-1
obiLl 102 20 |} |ziss
miz--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 216621
Abundance Scan 2166 (15.927 min): BM041409.D\datams 10" Ratio Lower Upper
2007 330 100
332 96.8 77.7 116.5
141 33.5 28.3 42.5
Raw 5o 620
Abundance
15.927
0,
miz--> 50 100 150 200 250 300 100000
Abundance Scan 2166 (15.927 min): BM041409.D\data.ms (
329.7
Sub 50000
miz--> 50 100 150 200 250 300 Time--> 15.90 16.00
Abundance Scan 1678 (13.057 min): BM041378.D\data.ms ( #45
172.0 2-Fluorobiphenyl
Concen: 32.083 ng
RT: 13.045 min Scan# 1676
Ref 50 Delta R.T. -0.012 min
Lab File: BM@41409.D
i 5150‘ ‘?5“0 ?_3‘2?‘” “ ' Acq: 15 Aug 2023 17:05
iz 50 100 180 200  2%0 Tgt Ion:172 Resp: 714594
Abundance Scan 1676 (13.045 min): BM041409.D\data.ms 10N Ratio Lower Upper
172.0 172 100
171 34.6 28.1 42.1
170 23.9 18.9 28.3
Raw 50
Abundance
13.p45
510 ?ﬁo‘ 3300 L 2069 280 400000
m/z--> 50 100 150 200 250
Abundance Scan 1676 (13.045 min): BM041409.D\data.ms ( 300000
172.0
200000
Sub
50
100000
ol 00 B2 1330 | 2080 __ as0: —
miz--> 50 100 150 200 250 Time--> 13.00 13,20
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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 |
Lab File: BM@41409.D [(SUEhISEIellEIl0H
Acq: 15 Aug 2023 17:05 [ENINEZNRINPERREE
0109 17 1320, || 2636 300
m/z--> 50 100 150 200 250 300 Tgt Ion:188 Resp: 627580
Abundance Scan 2380 (17.186 min): BM041409.D\datams 10" Ratio Lower Upper
188.1 188 100
94 8.3 8.2 12.2
80 9.0 8.6 13.0
Raw 50
Abundance
17.186
400000
04}99”\ ‘w‘ 1820y § 810
miz--> 50 100 150 200 250 300 300000
Abundance Scan 2380 (17.186 min): BM041409.D\data.ms (
188.1
200000
Sub 50
100000
G‘}"““”“ “‘\ ‘1‘3‘2‘0“1HL‘“’HH_Z‘SQ.‘Q‘ T LR
miz--> 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: 21.398 min Scan# 3096
Ref 50 Delta R.T. -0.018 min
Lab File: BM@41409.D
118.0 Acq: 15 Aug 2023 17:05
01920 L, 3051 3851 476.1549.
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:24@ Resp: 688788
Abundance Scan 3096 (21.398 min): BM041409.D\datams 10" Ratio Lower Upper
240.1 240 100
120 8.2 8.3  12.5#
236 25.7 20.6 30.8
Raw 50
Abundance
21.898
118.0 500000
of%R‘H,w‘w‘u‘$‘e‘H?SE?W‘49%$%?Z?R‘§4%
m/z--> 50 100 150 200 250 300 350 400 450 500 400000
Abundance Scan 3096 (21.398 min): BM041409.D\data.ms (
24p.1 300000
Sub 200000
50
100000
0520570 | 30503702 4611 549, e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 21.40
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24

Abundance Scan 2832 (19.845 min): BM041378.D\data.ms (

4.2

#79
Terphenyl-di14
Concen: 31.645 ng

RT: 19.827 min Scan#t 2{gSigiinlclee

Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM@41409.D [(SIEIEEIsllEI0f
291 Acq: 15 Aug 2023 17:05 ENNEAEIPECSEDE
0\\‘6\6\0\\‘\\‘\\‘\’]-\8\4\“]-\‘\‘\h\\"\\\\‘.\\\\‘\\\\‘\.\\\
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:244 Resp: 1205526
Abundance Scan 2829 (19.827 min): BM041409.D\data.ms 10" Ratlo Lower Upper
244 2 244 100
212 7.2 5.4 8.2
122 8.5 7.8 11.6
Raw 50
Abundance
1000000  19-827
122 1
0 54.0 1841 |l 2950 356.0 415.0
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ 800000
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 2829 (19.827 min): BM041409.D\data.ms (
244.2 600000
Sub 400000
50
200000
122.1
ol540, “T[ 4841 | 306.1356.9 415.0 0
ittt il il SR0-2990.5 2290 -
miz--> 50 100 150 200 250 300 350 400  Time--> 19.80
Abundance Scan 3083 (21.321 min): BM041378.D\data.ms (| #84
148.9 Bis(2-ethylhexyl)phthalate
Concen: 5.023 ng
RT: 21.303 min Scan# 3080
Ref 50 Delta R.T. -0.018 min
570 Lab File: BM@41409.D
J ‘ Acq: 15 Aug 2023 17:05
ob kb i ZT03a70 4201 sag,
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:149 Resp: 73262
Abundance Scan 3080 (21.303 min): BM041409.D\datams 10" Ratio Lower Upper
207.0 149 100
167 26.0 21.8 31.6
279 4.9 3.1 4.74#
Raw 50
571 281.0 Abundance
- : 60000 21.803
1330 355.0
0 \\H\ \\‘\d\l‘l“\\‘\ \\\\u‘\\‘\\‘\“\‘\\‘\\\\‘\\Hﬁz\\g\e\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3080 (21.303 min): BM041409.D\data.ms ( 40000
149.0
Sub
50 20000
57.0
otk 250780 atssaen i
miz--> 50 100 150 200 250 300 350 400 450 500 Time-> 21.20 21.30 21.40
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Abundance Scan 3501 (23.780 min): BM041378.D\data.ms ( #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 23.756 min Scan# 3{gEiginl=lies

Ref 50 Delta R.T. -0.024 min
Lab File: BM@41409.D [SUEERIEEUIC]oM
132.0 Acq: 15 Aug 2023 17:05 [ENINEZNRINPERREE
ol 22 kil 836140414761
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 829713
Abundance Scan 3497 (23.756 min): BM041409.D\datams = 1ON Ratlo Lower Upper
264.1 264 100

260 23.4 18.5 27.7
265 22.4 17.4 26.0

Raw 50
Abundance
132.1 400000 2356
ol550 | 198.0, \1 | 355.1429.1 5351
H‘HH‘\H\’HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 300000
Abundance Scan 3497 (23.756 min): BM041409.D\data.ms (
264.1
200000
Sub
50 100000
132.0
0860 | 199.0, || 330.1402.8 477.0 549. 0
e e 2L 2P ES AT 002 e
m/z-> 50 100 150 200 250 300 350 400 450 500  Time--> 23.70 23.80 23.90
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