Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8196.D

Acqg On : 02 Dec 2021 17:44

Operator : CG/JU

Sample : M4891-03 :
Misc : MINEBROOK-2-COMP.

ALS Vvial : 13  Sample Multiplier: 1

Quant Time: Dec 03 03:36:37 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Dec 01 12:06:05 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.793 152 93354 20.000 ng -0.02
21) Naphthalene-d8 10.593 136 343104 20.000 ng -0.02
39) Acenaphthene-die 14.446 164 221266 20.000 ng -0.01
64) Phenanthrene-d10 17.204 188 493815 20.000 ng -0.01
76) Chrysene-di12 21.310 240 546705 20.000 ng 0.00
86) Perylene-di12 23.704 264 548464 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.387 112 809115 139.550 ng -0.02
7) Phenol-d6 6.981 99 1035536 132.304 ng -0.02
23) Nitrobenzene-d5 8.958 82 726813 96.328 ng -0.02
42) 2,4,6-Tribromophenol 15.945 330 435203 153.882 ng -0.01
45) 2-Fluorobiphenyl 13.063 172 1405864 92.290 ng -0.02
79) Terphenyl-di4 19.775 244 2281974 87.234 ng -0.01
Target Compounds Qvalue
9) Benzaldehyde 6.917 77 101 Below Cal # 33
10) Phenol 7.005 94 20098 2.499 ng 81
78) Pyrene 19.581 202 2216 Below Cal # 83

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8196.D

Acqg On : 02 Dec 2021 17:44

Operator : CG/JU

Sample : M4891-03 :
Misc : MINEBROOK-2-COMP.

ALS vial : 13  Sample Multiplier: 1

Quant Time: Dec 03 ©3:36:37 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Dec 01 12:06:05 2021

Response via : Initial Calibration

Abundance TIC: BP008196.D\data.ms
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Abundance Scan 821 (7.816 min): BP008122.D\data.ms (-81 #1

150.0

78.0

ML“,JJ‘ | | 215.9281.8349.4  462.0530.3

50 100 150 200 250 300 350 400 450 500

Scan 817 (7.793 min): BP008196.D\data.ms
150.0

78.0

) L Jl | | 2165 303.0368.6438.2505.2

50 100 150 200 250 300 350 400 450 500

Scan 817 (7.793 min): BP008196.D\data.ms (-80
149.9

78.0

L J‘ | | 216.5283.8 367.5436.8505.6

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub
50
0

m/z-->

50 100 150 200 250 300 350 400 450 500  Time-->

1,4-Dich
Concen:

RT: 7.
Delta R.
Lab File
Acq: 02

Tgt Ion:
Ion Rat
152 100

150 152
115 60

Abundance

80000

60000

40000

20000

Abundance Scan 411 (5.405 min): BP008122.D\data.ms (-39 #5

112.0 2-Fluoro
Concen:
RT: 5.
Ref 50 Delta R.
Lab File
ig Acq: 02
(o} \‘lw.f“\“‘\'J\" TTT ‘:!.§6\‘9\2\\5‘2H3\’\ T \3?‘6%\5\ ‘4\:\3\1\‘8\ ?9‘2\\]\-\ T
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:
Abundance  Scan 408 (5.387 min): BP008196.D\datams 10N Rat
112.0 112 100
64 66
63 35
Raw 50
Abundance
58 q, \ 500000
Orbilhudi | 183.9  287.8353.3421.6489.2
m/z--> 50 100 150 200 250 300 350 400 450 500 400000
Abundance Scan 408 (5.387 min): BP008196.D\data.ms (-36
112.0 300000
Sub 200000
50
100000
o 3?'M,J | 18392526  368.1435.8505.0
v et e b R ST TR RN
miz--> 50 100 150 200 250 300 350 400 450 500  Time-->

BPO08196.D 8270E-BP112521.M

lorobenzene-d4
20.000 ng
793 min Scan# SlELidlilElies

T. -0.023 min
: LM BClientSampleld :
Dec 2021 17:44 WNINS:Eee)CEe0)|

152 Resp: 93354
io Lower Upper

.1 125.7 188.5
.4 50.7 76.1

7.707.757.80 7.85

phenol
139.550 ng
387 min Scan# 408
T. -0.018 min
: BP008196.D
Dec 2021 17:44

112 Resp: 809115
io Lower Upper

.7 53.4 80.2
.3 27.8 41.8

L

5.30 5.40 5.50

Fri Dec 03 03:36:45 2021
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Abundance Scan 682 (6.999 min): BP008122.D\data.ms (-67 #7

99.1 Phenol-d6
Concen: 132.304 ng
RT: 6.981 min Scan# 6]lgSidtipl=lgies
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BP@@8196.D |(SlEIEE IsliEllof
Acq: 02 Dec 2021 17:44 WINZEISIOlS Zelo):
ol w!\;“wh kel 8.272:0  378.9448.3 523.8
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 99 Resp: 1035536
Abundance  Scan 679 (6.981 min): BP008196.D\datams ~ 100 Ratlo Lower Upper
99.1 99 100
42 18.9 14.6 22.0
71 42.0 31.1 46.7
Raw 50
Abundance
600000 6.981
bl | 170.7237.8305.9371.9 442.8508.9
H\‘\\\\ \H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\H‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 679 (6.981 min): BP008196.D\data.ms (-63 400000
99.1
Sub
50 200000
obdud 197.4266.9  384.5453.6520.1
bR R e e e GO
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 6.90 7.00 7.10
Abundance Scan 675 (6.958 min): BP008122.D\data.ms (-66 #9
71.0 Benzaldehyde
Concen: Below Cal
RT: 6.917 min Scan# 668
Ref 50 Delta R.T. -0.041 min

Lab File: BP0©8196.D
Acq: 02 Dec 2021 17:44

N 199.2 272.6  382.7 456.7524.4

miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 77 Resp: lel
Abundance  Scan 668 (6.917 min): BP008196.D\datams ~ 1oN Ratlo Lower Upper

u3.0 77 100
105 38.2 71.8 111.8#
106 14.5 67.3 107.3#
Raw
>0 207 0 Abundance
250
295.0  416.1 501.0
0 ’H\\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘\ 200 6.917

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 668 (6.917 min): BP008196.D\data.ms (-62

150

207.0 100

Sub
50
50
294.9

4161  532.2 N
oA T ATl PO O e

m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 6.91 6.92 6.93

o

o
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Abundance Scan 686 (7.022 min): BP008122.D\data.ms (-67 #10

94.0 Phenol
Concen: 2.499 ng
RT: 7.005 min Scan#t 6{gSiinglEies
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BP008196.D [(CUEISEIollEIl0f
‘ Acq: 02 Dec 2021 17:44 MINZIRCINCEel]z
ok H L )| 1594 235.1305.7374.1 444.6 520.9
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 94 Resp: 20098
Abundance  Scan 683 (7.005 min): BP008196.D\data.ms 10" Ratio Lower Upper
99.1 94 100
65 36.1 10.9 50.9
66 61.0 24.3 64.3
Raw 50
Abundance
0 .I\.ML‘“ 207.0 292.4 363.0 434.2500.5 30000
\\‘\H\ \\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 683 (7.005 min): BP008196.D\data.ms (-63
99.0 20000
05
Sub
50 10000
0 M‘ 199.4266.0331.6 410.0478.0543.¢ o
o e et e E——=—e
miz--> 50 100 150 200 250 300 350 400 450500  Time--> 6.90 7.00 7.10

Abundance Scan 1296 (10.610 min): BP008122.D\data.ms (- #21

136.0 Naphthalene-d8

Concen: 20.000 ng

RT: 10.593 min Scan# 1293

Ref 50 Delta R.T. -0.018 min
Lab File: BP@@8196.D
54.0 Acq: 02 Dec 2021 17:44
Ol itk 4 203.9270.1  369.8441.8514.0
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:136 Resp: 343104
Abundance Scan 1293 (10.593 min): BP008196.D\datams 100 Ratio Lower Upper
136.1 136 100
137  10.7 9.0 13.6
54 9.3 8.2 12.4
Raw 50 68 6.2 5.8 8.8
Abu ce
S 10503
54.0
Ll | 206.1 310.6378.7448.0514.8
OHHH‘\\\\‘\\\\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\ 150000
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 1293 (10.593 min): BP008196.D\data.ms (-
136.1
100000
Sub
50 50000
54.0 A
Obrioii | ) 20412705 377844395149 N
miz--> 50 100 150 200 250 300 350 400 450500  Time-->  10.50 10.60 10.70
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Abundance Scan 1018 (8.975 min): BP008122.D\data.ms (-1 #23

82.1 Nitrobenzene-d5
Concen: 96.328 ng
RT: 8.958 min Scan#t 1({gSuiiinglElies
Ref 50 Delta R.T. -0.018 min \A_
Lab File: BP008196.D [(CUEISEIollEIl0f
’ Acq: 02 Dec 2021 17:44 WINZEISIOlS Zelo):
oballdl | 213028513517 432.0504.4
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 82 Resp: 726813
Abundance Scan 1015 (8.958 min): BP008196.D\data.ms 10N Ratio Lower Upper
82.1 82 100
128 37.4 29.6 44.4
54 52.8 42.7 64.1
Raw 50
Abundance
400000 8.3°8
bl Ll 1640  292.7358.2426.4492.6
\\‘\\\\‘\\H‘\\\\‘\\H‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 300000
Abundance Scan 1015 (8.958 min): BP008196.D\data.ms (-9
82.1
200000
Sub
50
100000
obd LUl | 185.7253.3 348.1413.8481.5549.
A s e e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 8.90 9.00 9.10

Abundance Scan 1950 (14.457 min): BP008122.D\data.ms (- #39

16

Ref 50

80.0

e uh

o

p.1

234.9300.4 418.9 491.3

m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance Scan 1948 (
16

14.446 min): BP008196.D\data.ms
p.1

Raw gg
80.0
Ol 2303 303,60 374.3240.4500.5
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 1948 (14.446 min): BP008196.D\data.ms (-
162.1
Sub
50
80.0
0L ithepron 23203008 401.4468.7 541¢
m/z--> 50 100 150 200 250 300 350 400 450 500

BPO08196.D 8270E-BP112521.M

Acenaphthene-d1e

Concen: 20.000 ng

RT: 14.446 min Scan# 1948
Delta R.T. -0.012 min

Lab File: BP008196.D

Acq: 02 Dec 2021 17:44

Tgt Ion:164 Resp: 221266
Ion Ratio Lower Upper

164 100

162 99.7 81.9 122.9

166 43.7 35.4 53.0

Abundance
14446
100000
50000
7\\\\‘\\\\‘\\\\
Time--> 14.40 14.50

Fri Dec 03 03:36:46 2021
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Abundance Scan 2205 (15.957 min): BP008122.D\data.ms (- #42

32D.8 2,4,6-Tribromophenol
Concen: 153.882 ng
62.0 RT: 15.945 min Scan# 2[QSidiinlEls
Ref 50 Delta R.T. -0.012 min |
140.9 po18 Lab File: BP@@8196.D (GUEANSEIEE
Acq: 02 Dec 2021 17:44 WINZEISIOlS Zelo):
] PR G B llh ﬂh ek 326,4462.5528.4
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:33@ Resp: 435203
Abundance Scan 2203 (15.945 min): BP008196.D\datams 10N Ratio Lower Upper
320.8 330 100
332 97.8 77.0 115.4
141 33.6 28.4 42.6
Raw 50| 62.0
142.9 Abundance
221 8
‘ “ 250000
bk kb | 908405204
miz--> 50 100 150 200 250 300 350 400 450 500 200000
Abundance Scan 2203 (15.945 min): BP008196.D\data.ms (-
320.8 150000
100000
SUb ol 620
140.9 50000
“ 2218
0 x‘ 4 db | ssssasaTsos I
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 15. 80 16.00

Abundance Scan 1716 (13.081 min): BP008122.D\data.ms (- #45

172.1 2-Fluorobiphenyl
Concen: 92.290 ng
RT: 13.063 min Scan# 1713
Ref 50 Delta R.T. -0.018 min
Lab File: BP008196.D
85.0 Acq: 02 Dec 2021 17:44
0 T \ i\ \‘ \“\h\ ’ T } \‘ \1{\\ T ‘\2\3\\8"\3\:\3\0‘4\.\4\\ ‘ \\3\9\‘7\.\2\ ﬂ?\].\.\%\s\s\\s‘.?
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:172 Resp: 1465864
Abundance Scan 1713 (13.063 min): BP008196.D\datams 10" Ratio Lower Upper
172.0 172 100
171 35.4 28.0 42.0
170 23.6 18.9 28.3
Raw 50
Abundance
13.p63
Ot i\ \‘8\‘3\'?‘\ 1'\1\‘1{\‘\ TT T \3\(\)‘?\’\2\ ?"\7\2\\6‘&4\0‘§\5\0‘\7\:\]—\ T 800000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 1713 (13.063 min): BP008196.D\data.ms (- 600000
171.9
400000
Sub
50
200000
ol 220 1| 2388 366243215018 0
R R ARt AaY g
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 13.00  13.20
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Abundance Scan 2419 (17.216 min): BP008122.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.204 min Scan#t 24{gSigilnlEalee
Ref 50 Delta R.T. -0.012 min
Lab File: BP008196.D [(CUEISEIollEIl0f
80.0 Acq: 02 Dec 2021 17:44 WINS=lelolrRelolld
bl 2554 882.9 459.2526.1
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:188 Resp: 493815
Abundance Scan 2417 (17.204 min): BP008196.D\datams 10" Ratio Lower Upper
1881 188 100
94 8.2 7.2 10.8
80 9.9 8.2 12.4
Raw 50
Abundance
17.p04
80.0 300000
Obrrpd e A 295,3363.0428.8405.1
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 2417 (17,204 min): BP008196.D\data.ms (- 00000
188.1
sub 100000
80.0
bt | 2543 samemrscesas AE/A S
miz--> 50 100 150 200 250 300 350 400 450 500  Time..> 17.10 17.20 17.30

Abundance Scan 3116 (21.316 min): BP008122.D\data.ms (- #76

240.2 Chrysene-di12

Concen: 20.000 ng

RT: 21.310 min Scan# 3115

Ref 50 Delta R.T. -0.006 min
Lab File: BP008196.D
120.1 Acq: 02 Dec 2021 17:44
oAl bl 367.3437.05039
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:248 Resp: 546705
Abundance Scan 3115 (21.310 min): BP008196.D\data.ms Ion Ratio Lower Upper
240.2 240 100
120 7.7 7.3 10.9
236 26.2 21.4 32.2
Raw 50
Abundance
400000 21810
120.1
B30 e $09,0374.9440.1_524.2
m/z--> 50 100 150 200 250 300 350 400 450 500 300000
Abundance Scan 3115 (21.310 min): BP008196.D\data.ms (-
240.2
200000
Sub
50 100000
0520 77 | 306.0374144215108 ob S
miz--> 50 100 150 200 250 300 350 400 450500  Time--> 21.20 21.40
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Abundance Scan 2822 (19.586 min): BP008122.D\data.ms (- #78

202.1 Pyrene
Concen: Below Cal
RT: 19.581 min Scan#t 2{gSigiinlElee
Ref 50 Delta R.T. -0.005 min \A_
Lab File: BP008196.D [(CUEISEIollEIl0f
101.0 Acq: 02 Dec 2021 17:44 WINSEICOICROlS
0\H‘\\\\‘\H\‘\\\\‘\\\\‘\\3\\6‘\\?7‘6;7]‘4%5\‘3\\59§\\5\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:202 Resp: 2216
Abundance Scan 2821 (19.581 min): BP008196.D\data.ms 10" Ratio Lower Upper
207.0 202 100
200 24.0 17.1 25.7
203 31.2 14.2 21.2#
Raw 50
73.0 281.0 Abundance
\ 19(581
0 M‘ l\m\ \u‘\‘l \J-\ﬂ.ﬂ \ \“\ \“‘l \L} T T \d\ \\\ ‘ T \?ﬁ?\?\ﬁ??\?\ TTT ‘\sﬁg\"\?
miz--> 50 100 150 200 250 300 350 400 450 500 1000
Abundance Scan 2821 (19.581 min): BP008196.D\data.ms (-
Sub 500
h O T ‘ T T
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 19.60

Abundance Scan 2856 (19.786 min): BP008122.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 87.234 ng
RT: 19.775 min Scan# 2854
Ref 50 Delta R.T. -0.011 min
Lab File: BP008196.D
Acq: 02 Dec 2021 17:44
122.1
0 T ﬁ?\\o\ T “\ \‘ T \ ‘ ‘4 T \“ \J \\\h\“‘ TTT %2\9'5:\3\8\\7‘.\7\ 45‘\9\.\]-\‘5%§\.‘2\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:244 Resp: 2281974
Abundance Scan 2854 (19.775 min): BP008196.D\data.ms Ion Ratio Lower Upper
244.2 244 100
212 7.9 6.0 9.0
122 7.9 6.6 9.8
Raw 50
Abundance
19.7175
122. 1
0 54.1 .l 310.8376.9442.1 546. 1500000
\H‘\\\\‘HH‘H\\‘\H\‘\\\\‘HH‘HH‘H\\‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 2854 (19.775 min): BP008196.D\data.ms (-
244.2 1000000
Sub 50 500000
122.1
0540 b 3108378245095168 0 /A
e el DA BRI R E R =
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 19.70 19.80 19.90
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Abundance Scan 3523 (23.710 min): BP008122.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 23.704 min Scan# 3{EigilEies

Ref 50 Delta R.T. -0.006 min
Lab File: BP@@8196.D |(SlEIEE IsliEllof
132.0 Acq: 02 Dec 2021 17:44 WINZEISIOlS Zelo):
o880 il e b 3820 dST65272
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 548464
Abundance Scan 3522 (23.704 min): BP008196.D\datams 10N Ratlo Lower Upper
264.2 264 100

260 24.1 19.4 29.2
265 21.7 17.6 26.4

Raw 50
Abundance
250000 23.r04
132.0
43.0 | 1980 |, 355.0420.3 513.1
G T T T T T T T T T T T T T T T T T T[T 200000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance in): ]
Scan 3522 (23.704 min): BP008196.D\data.ms ( 150000
264.1
100000
Sub
50
50000
132.0
0640 | 197.9 363.2 437.6505.1 0
T T T T T T T T T T T T T T [T T [ T[T L AL AL N B B
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 23.60 23.80
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