Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41408.D

Acqg On : 15 Aug 2023 16:27

Operator : MA/JU

Sample : 03985-03 :
Misc : PNNL-APM2-0811-2

ALS vial : 6 Sample Multiplier: 1

Quant Time: Aug 16 01:11:08 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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 159373 20.000 ng -0.01
21) Naphthalene-d8 10.569 136 594717 20.000 ng -0.01
39) Acenaphthene-di10 14.427 164 349516 20.000 ng -0.01
64) Phenanthrene-d1e 17.186 188 756428 20.000 ng #-0.02
76) Chrysene-d12 21.392 240 806092 20.000 ng -0.02
86) Perylene-d12 23.756 264 975542 20.000 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.340 112 660984 61.986 ng 0.00

7) Phenol-d6 6.945 99 824867 59.677 ng -0.01
23) Nitrobenzene-d5 8.939 82 524244 40.994 ng -0.01
42) 2,4,6-Tribromophenol 15.927 330 332166 67.189 ng -0.02
45) 2-Fluorobiphenyl 13.045 172 1140713 41.229 ng -0.01
79) Terphenyl-di4 19.827 244 1831174 41.073 ng -0.02
Target Compounds Qvalue
32) Benzoic acid 9.981 122 132 7.172 ng # 1
48) 2-Nitroaniline 13.316 65 16219 2.402 ng # 16
84) Bis(2-ethylhexyl)phtha... 21.303 149 86451 5.044 ng # 98

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

8270-BM072823 .M Wed Aug 16 ©01:11:16 2023 Pag 1



Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81523\
Data File : BM@41408.D

Acq On : 15 Aug 2023 16:27

Operator : MA/JU

Sample : 03985-03 :
Misc : PNNL-APM2-0811-2

ALS Vial : 6 Sample Multiplier: 1

Quant Time: Aug 16 01:11:08 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

Abundance TIC: BM041408.D\data.ms
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Abundance Scan 804 (7.916 min): BM041162.D\data.ms (-8¢ #1

47.9 206.9 1,4-Dichlorobenzene-d4
147.0 Concen: 20.000 ng
RT: 7.763 min Scan# 71EdtlEgies
Ref 50 Delta R.T. -0.012 min |
Lab File: BM@41408.D [SlUEERISEINIAE
280.!| Acq: 15 Aug 2023 16:27 ENNENGNPRVERNE?
oLl oos |
A
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.SZ RESpI 159373
Abundance  Scan 778 (7.763 min): BM041408.D\datams 100 Ratlo Lower Upper
149.9 152 100
150 153.7 125.5 188.3
115 59.3 48.0 72.0
Raw 50
78.0 115.0 Abundance
‘ 150000
oT‘?'?\w\w A 2089 281
miz--> 50 100 150 200 250 73
Abundance Scan 778 (7.763 min): BM041408.D\data.ms (-7€ 100000
149.9
Sub 50000
50 115.0
78.0
o 2089 e
miz--> 50 100 150 200 250 Time--> 7.70 7.80 7.90

Abundance Scan 371 (5.369 min): BM041162.D\data.ms (-3¢ #5

112.0 2-Fluorophenol
Concen: 61.986 ng
64.0 RT: 5.340 min Scan# 366
Ref 50 Delta R.T. -0.006 min
Lab File: BM@41408.D
‘ Acq: 15 Aug 2023 16:27
oL \H‘ \}H\“\‘\Hu‘m ‘h‘\ - ‘\ —— ‘2‘07‘9‘ — %89:
miz--> 50 100 150 200 250 Tgt Ion:}lz Resp: 660984
Abundance Scan 366 (5.340 min): BM041408.D\data.ms Ion Ratio Lower Upper
112.0 112 100
64 58.9 48.5 72.7
64.0 63 34.0 26.5 39.7
Raw 50
Abundance
5.340
“ 400000
ok I \}H\‘\““H‘h\ ML | ‘\ o ‘297‘-0‘ Vo %89:
m/z--> 50 100 150 200 250 300000
Abundance Scan 366 (5.340 min): BM041408.D\data.ms (-31
112.0
200000
Sub 64.0
50
100000
0l . T :
miz--> 50 100 150 200 250 Time-> 5.20  5.40
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Abundance Scan 645 (6.981 min): BM041162.D\data.ms (-63 #7

99.0 Phenol-d6
Concen: 59.677 ng
RT: 6.945 min Scan# 6lgSidtipl=lgies
Ref 50 Delta R.T. -0.012 min
Lab File: BM@41408.D [SlUEERISEINIAE
42.0 Acq: 15 Aug 2023 16:27 MNEAENPAVINE
oL wlo 4 1328 2080
miz--> 50 100 150 200 250 Tgt Ion: 99 RESpI 824867
Abundance  Scan 639 (6.945 min): BM041408.D\data.ms 10N Ratio Lower Upper
99.0 99 100
42 19.0 15.4 23.0
71 38.5 28.2 42.4
Raw 50
Abundance
42.0 500000 6.945
ol Mh‘h 1”“‘”“””“ A 2069 2814 400000
m/z--> 50 100 150 200 250
Abundance Scan 639 (SC935 min): BM041408.D\data.ms (-5¢ 300000
200000
Sub 50
100000
42.0
0“1““\”““““ 2089 e e
m/z--> 50 100 150 200 250 Time--> 6.90 7.00 7.10

Abundance Scan 1263 (10.616 min): BM041162.D\data.ms (- #21

136.0 Naphthalene-d8
Concen: 20.000 ng
RT: 10.569 min Scan# 1255
Ref 50 Delta R.T. -0.012 min
Lab File: BM@41408.D
54.0 Acq: 15 Aug 2023 16:27
0\\““\‘H\H%Oi.o’“\\\‘H\‘\\\\‘\.\\\‘\\\\
m/z--> 50 100 150 200 250 Tgt Ion:}36 Resp: 594717
Abundance Scan 1255 (10.569 min): BM041408.D\data.ms = 10N Ratio Lower Upper
136.1 136 100
137 11.0 8.8 13.2
54 7.4 6.9 10.3
Raw 5o 68 6.0 5.4 8.2
Abundance
10.669
ob 00| | 2089 2s0r 000
m/z--> 50 100 150 200 250
Abund in):
undance Scan 1255 (10.5?_3;nj|-n). BM041408.D\data.ms ( 200000
sub o 100000
66.0
0L 1000 | 2080 280 ob— A —
m/z--> 50 100 150 200 250 Time--> 10.60
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Abundance Scan 985 (8.981 min): BM041162.D\data.ms (-97 #23

Nitrobenzene-d5
Concen: 40.994 ng

Delta R.T. -0.012 min

Tgt Ion: 82 Resp: 524244

Ion Ratio Lower Upper
82 100

128 4.1 31.8 47.6
54 49.0 40.1 60.1

Abundance
300000 8.939

82.0
Ref 50 128.0
42,
miz—-> 50 100 150 200 250
Abundance Scan 978 (8.939 min): BM041408.D\data.ms
82.0
Raw 50 128.0
s O Y N T ¥
miz--> 50 100 150 200 250
Abundance Scan 978 (8.939 min): BM041408.D\data.ms (-97 200000
82.0
Sub
50 128.0
42,
Owl“iu”!‘w “‘ L B B A 281
miz—> 50 100 150 200 250

100000

Time--> 8.80 8.90 9.00 9.10

Abundance Scan 1151 (9.957 min): BM041162.D\data.ms (-1 #32

RT: 8.939 min Scan# 91l Eies

Lab File: BM041408.D [(SIEIEEIsllEI0f
Acq: 15 Aug 2023 16:27 [ENNEZNRNPEUREEY

105.0 Benzoic acid
Concen: 7.172 ng
RT: 9.981 min Scan# 1155
Ref 50 51.0 Delta R.T. ©0.029 min
Lab File: BM@41408.D
Acq: 15 Aug 2023 16:27
ok ‘u‘mlw‘ m“‘”‘ u“‘ l ‘1‘46‘7-9 - ‘2‘06‘-9 . _280.!
miz--> 50 100 150 200 250 Tgt Ion:}zz Resp: 132
Abundance Scan 1155 (9.981 min): BM041408.D\data.ms ~ 1°0 Ratlo Lower Upper
23.0 122 100
105 0.0 104.0 144.0#
77 224.7 79.9 119.9%
Raw g 83.9 207.0
Abundance
121.8 280.!
L)
0 R LA A L N A S
m/z--> 50 100 150 200 250 400
Abundance Scan 1155 (9.981 min): BM041408.D\data.ms (-1
44.8 ‘
cub 280.! 200 9.981
50
100
OHM‘HM‘\““H“HH“H“HH 0 —r—
m/z--> 50 100 150 200 250 Time--> 10.00
BM041408.D 8270-BMO72823.M Wed Aug 16 ©01:11:19 2023
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Abundance Scan 1919 (14.474 min): BM041162.D\data.ms (| #39

162.1 Acenaphthene-d1e
Concen: 20.000 ng
RT: 14.427 min Scan# 1{gSagiinl=lee
Ref 50 Delta R.T. -0.012 min |
80.0 Lab File: BM@41408.D [SlUEERISEINIAE
: Acq: 15 Aug 2023 16:27 [ENNEZNRNPEUREEY
078l 2211 || 2079 2810
m/z--> 50 100 150 200 250 300 350 T8t Ion:164 Resp: 349516
Abundance Scan 1911 (14.427 min): BM041408.D\datams 10N Ratio Lower Upper
160.1 164 100
162 100.8 80.4 120.6
160 45.4 36.2 54.2
Raw 50
Abundance
80.0 14.427
089 1209 W 2209 2809  355. 500000
miz--> 50 100 150 200 250 300 350
Abundance Scan 1911 (14.427 min): BM041408.D\data.ms ( 150000
162.1
100000
Sub
50
50000
80.0
0380 14, 1209 | 2809 35
miz--> 50 100 150 200 250 300 350 Time--> 1440  14.60

Abundance Scan 2174 (15.974 min): BM041162.D\data.ms (- #42

329.7) 2,4,6-Tribromophenol
Concen: 67.189 ng

RT: 15.927 min Scan# 2166

Ref 50 620 Delta R.T. -0.018 min
140.9 Lab File: BM@41408.D
221.8 Acq: 15 Aug 2023 16:27
ol 20 | l27as
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 332166

Abundance Scan 2166 (15.927 min): BM041408.D\datams 10N Ratio Lower Upper

320.¢ 330 100

332 96.2 77.7 116.5
141 34.06  28.3 42.5

Raw go| 620
140.9 Abundance
221.8 15.927
0 “‘\‘ \i‘ 1‘ ol N\ H‘ | }\mm““ H\‘ ‘H\N\ , ‘n‘ , UH“‘ , Ll\“ ‘2‘8‘0-‘9‘” il 200000
miz--> 50 100 150 200 250 300
Abundance Scan 2166 (15.927 min): BM041408.D\data.ms (| 150000
329.€
100000
Sub
50 62.0
140.9 50000
221.8
oL ‘\‘ \i‘ 1‘ o M\ U ‘ by H\‘ ‘\MN Ce UH“‘ ‘\l\\ ‘2‘8‘0-‘9‘ — 01 ——
m/z--> 50 100 150 200 250 300 Time--> 16.00
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Abundance Scan 1684 (13.092 min): BM041162.D\data.ms (| #45
172.0 2-Fluorobiphenyl
Concen: 41.229 ng
RT: 13.045 min Scan# 1¢gSagiinlElee
Ref 50 Delta R.T. -0.012 min
Lab File: BM@41408.D [(CUEhISEIollEIl0H
610 850 1329 Acq: 15 Aug 2023 16:27 [ENNEZNRNPEUREEY
Ol i\.‘u ‘H“‘h\‘\\‘ . :‘\i\\u‘ \“ ‘205‘3.(‘)‘ o ‘2‘8‘1"
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.72 RESpI 1140713
Abundance Scan 1676 (13.045 min): BM041408.D\datams 1ON Ratio Lower Upper
172.0 172 100
171 34.6 28.1 42.1
170 23.4 18.9 28.3
Raw 50
Abundance
BOS0,  15pas
o, 1020 180 | eoe9
miz--> 50 100 150 200 250 600000
Abundance Scan 1676 (13.045 min): BM041408.D\data.ms (
1720 400000
Sub
50 200000
ol 0220 1380, | w079 oS
m/z-—-> 50 100 150 200 250 Time--> 13.00 13.20
Abundance Scan 1765 (13.569 min): BM041162.D\data.ms (. #48
65.0 138.0 2-Nitroaniline
Concen: 2.402 ng
RT: 13.316 min Scan# 1722
Ref 50 Delta R.T. -0.224 min
Lab File: BM@41408.D
‘ ‘ Acq: 15 Aug 2023 16:27
ol M‘L |BE ‘ L L | 17102069 280
m/z--> 50 100 150 200 250 Tgt Ion:.65 Resp: 16219
Abundance Scan 1722 (13.316 min): BM041408.D\data.ms Ion Ratio Lower Upper
43.0 65 100
109.0 92 13.1 53.0 79.4#
138 3.9 79.1 118.7#
Raw 50 151.1
Abundance
10000 13.316
ob e 0700 o 2921 280
miz--> 50 100 150 200 250 8000
Abundance Scan 1722 (13.316 min): BM041408.D\data.ms (
43.0 6000
109.0
4000
sub o 151.1
2000
ol \“H“‘\M?‘;?m"m 2921 280 oL N
m/z--> 50 100 150 200 250 Time--> 13.30 13.40
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Abundance Scan 2387 (17.227 min): BM041162.D\data.ms (| #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.186 min Scan# 2l
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM@41408.D [(ICHIEEIellEI(6H:
Acq: 15 Aug 2023 16:27 [ENNEZNRNPEUREEY
042.0_, H\ M 118.0 15(ﬂ0 | 2209 282
miz--> 50 100 150 200 250 Tgt IOHZ%SS RESpI 756428
Abundance Scan 2380 (17.186 min): BM041408.D\datams 100 Ratlo Lower Upper
188.1 188 100
94 8.1 8.2 12.2#
80 9.0 8.6 13.0
Raw 50
Abundance
500000 17.186
020 21 1180 1560 || o
m/z--> 50 100 150 200 250 400000
Abundance Scan 2380 (17.186 min): BM041408.D\data.ms (
188.1 300000
Sub 200000
50
100000
80.
0420 ) w 1180 1960 | 280« o
i “, o
miz--> 50 100 150 200 250 Time--> 17.10 17.20 17.30

Abundance Scan 3102 (21.433 min): BM041162.D\data.ms (. #76

240.1 Chrysene-di12
Concen: 20.000 ng
RT: 21.392 min Scan# 3095
Ref 50 Delta R.T. -0.024 min
Lab File: BM041408.D
H Acq: 15 Aug 2023 16:27
04‘2“9"uwl‘“1‘”“‘»#&“ o9 410 489,
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion:248 Resp: 886092
Abundance Scan 3095 (21.392 min): BM041408.D\data.ms = 1on Ratio Lower Upper
240.1 240 100
120 9.1 8.3 12.5
236 25.9 20.6 30.8
Raw gg
Abundance
600000 21.892
120.0
of40. 111800 | 3260 4010 4750
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 3095 (21.392 min): BM041408.D\data.ms (.~ 400000
240.1
Sub 50 200000
120
0 ‘5‘?7‘mp‘uﬂw‘m‘]ku j 299135714172 O ——— =
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 21.40
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Abundance Scan 2836 (19.868 min): BM041162.D\data.ms ( #79

244.2 Terphenyl-di4
Concen: 41.073 ng
RT: 19.827 min Scan# 2SSl
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BM041408.D [(SIEIEEIsllEI0f
1220 Acq: 15 Aug 2023 16:27 NNIEAVPENRRE
oL 40, ol apal | soee 429
m/z--> 50 100 150 200 250 300 350 400 18t Ion:244 Resp: 1831174
Abundance Scan 2829 (19.827 min): BM041408.D\datams = 10N Ratio Lower Upper
2442 244 100
212 7.1 5.4 8.2
122 8.3 7.8 11.6
Raw 50
Abundance
1221 1500000 19.p27
o240 T ABAL 4 s270 420
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 2829 (19.827 min): BM041408.D\data.ms (1000000
244.2
Sub
50 500000
160.1
S i 2049 3870 429, e i Seaes
miz--> 50 100 150 200 250 300 350 400  Time--> 19.80 19.90
Abundance Scan 3086 (21.339 min): BM041162.D\data.ms (| #84
148.9 Bis(2-ethylhexyl)phthalate
Concen: 5.044 ng
RT: 21.303 min Scan# 3080
Ref 50 Delta R.T. -0.018 min
57.0 Lab File: BM@41408.D
Acq: 15 Aug 2023 16:27
ol bl L L2070 279135884009 4751
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion:149 Resp: 86451
Abundance Scan 3080 (21.303 min): BM041408.D\data.ms 100 Ratlo Lower Upper
149.0207.0 149 100
167 26.9 21.0 31.6
279 5.1 3.1 4.74#
Raw 50
Abundance
57.1 281.0 21.803
ol “*}’J“N‘”' b \lll byl 3520 429.1489. 60000
miz--> 50 100 150 200 250 300 350 400 450
Abundance Scan 3080 (21.303 min): BM041408.D\data.ms (
149.0 40000
Sub
50 20000
57.0 207.0
0 Hln.,w’ ‘uH‘zﬂl"?‘?f“l‘u""f‘}?a‘?f“?‘%-‘? O
miz--> 50 100 150 200 250 300 350 400 450  Time-> 21.20 21.30 21.40
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Abundance Scan 3505 (23.803 min): BM041162.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 23.756 min Scan# 34Eigil=laies

Ref 50 Delta R.T. -0.024 min |
Lab File: BM@41408.D [SUEERIEEUICIo
131.9 Acq: 15 Aug 2023 16:27 PNNL-APM2-0811-2
0l.680 i 1079 | 338941504910
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 975542
Abundance Scan 3497 (23.756 min): BM041408.D\datams = 10" Ratio Lower Upper
264.1 264 100

260 23.3 18.5 27.7
265 21.9 17.4 26.0

Raw 50
Abundance
500000 23.756
132.0 J
0 5‘70 vk ‘”‘ | ngw‘ =A P 35‘50 ﬂ$9'9 o ?4?\' 400000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3497 (23.756 min): BM041408.D\data.ms ( 300000
264.1
b 200000
Su
50
100000
132.0
ol 660 | 197.9. | 333.0399.0 475.1 549. 0
A e T e I B B
miz--> 50 100 150 200 250 300 350 400 450500  Time--> 23.60  23.80

BM041408.D 8270-BMO72823.M Wed Aug 16 01:11:22 2023 Page 10



