Data Path

Data File : VNO78438.D

Acqg On : 28 Jun 2023 13:51
Operator : JC\MD

Sample : 03428-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9

Quant Time: Jun 29 ©5:20:16 2023

Quant Method :
Quant Title : SW846 8260
QLast Update
Response via :

Compound

Quantitation Report

Sample Multiplier: 1

: Wed Jun 07 ©5:05:00 2023
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62823\

(QT Reviewed)

PNNL-APM-0621-2

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M

Units Dev(Min)

Internal Standards

1) Pentafluorobenzene
34) 1,4-Difluorobenzene
63) Chlorobenzene-d5

72) 1,4-Dichlorobenzene-d4

System Monitoring Compounds

33) 1,2-Dichloroethane-d4
Spiked Amount 50.000
35) Dibromofluoromethane

Spiked Amount 50.000
50) Toluene-d8
Spiked Amount 50.000

62) 4-Bromofluorobenzene
Spiked Amount 50.000

Target Compounds
16) Acetone
20) Methylene Chloride
25) 2-Butanone
37) Ethyl Acetate
43) Isopropyl Acetate
51) 4-Methyl-2-Pentanone

Range

Range

1e.

Range

12.

Range

R.T. QIon
235 168
112 114
871 117
800 152
.588 65

74 - 125

.177 113

75 - 124
571 98

86 - 113
853 95

83 - 123
436 43

295 84

500 43

577 43

694 43
447 43

Response Conc
455673 50
843090 50.
802699 50.
247139 50.
307468 50.

Recovery
301179 56.
Recovery
1001507 48.
Recovery
331438 51.
Recovery
101768 58
29328 5
24971 9.
56384 9.
268092 23
169545 28.

.000 ug/1 0.00
000 ug/l 0.00
000 ug/1 0.00
000 ug/l 0.00
608 ug/1 0.00
= 101.220%

498 ug/1 0.00
= 113.000%

734 ug/1 0.00
= 97.460%

879 ug/1 0.00
= 103.760%

Qvalue

.194 ug/1 93
.075 ug/1 95
286 ug/l 96

439 ug/l # 95

.468 ug/l # 83

184 ug/1 88

(#) = qualifier out of range (m) =

82N060623W.M Thu Jun 29 13:31:28 2023

manual integration (+) =

signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62823\
Data File : VN@78438.D

Acqg On : 28 Jun 2023 13:51

Operator : JC\MD

Sample : 03428-04

Misc : 5.0mL/MSVOA_N/WATER PNNL-APM-0621-2

ALS vial : 9 Sample Multiplier: 1

Quant Time: Jun 29 ©5:20:16 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

QLast Update : Wed Jun 07 05:05:00 2023

Response via : Initial Calibration

Abundance TIC: VN078438.D\data.ms
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Abundance Scan 1068 (8.235 min): VN078080.D\data.ms (-1 #1

168.0 Pentafluorobenzene
Concen: 50.000 ug/1l
RT: 8.235 min Scan#t 1({pSuiiiyglEies
Ref 50 Delta R.T. ©.000 min  [US\eZEN
Lab File: VNo78438.D (SISl
56.1 84.0 137.0 Acq: 28 Jun 2023 13:51 ENIEIRVEUPRES
0 \H““\H‘!‘\}‘\H\ } !”\ \‘\“i \H\“H\H“\}‘\\‘\“\\‘\\\\2‘0\\7\.\2‘ \\2§‘8\§
m/z--> 40 60 80 100120140160 180200220240 18t Ion:168 Resp: 455673
Abundance Scan 1068 (8.235 min): VNO78438.D\datams 10" Ratio Lower Upper
168.0 168 100
99 60.7 53.0 79.6
99.0
Raw 50
Abundance
137.0 200000 8.235
370 680 | | ‘ L
0 H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\ H‘HH‘HH‘HH‘H
miz--> 40 60 80 100 120 140 160 180 200 220 240 150000
Abundance Scan 1068 (8.235 min): VN078438.D\data.ms (-1
168.0
100000
99.0
Sub 0
5 50000
137.0
T O P S, ot
mlz--> 40 60 80 100120 140 160 180 200 220 240 Time--> 8.10 8.20 8.30

Abundance Scan 422 (4.436 min): VN078080.D\data.ms (-41 #16

43.0 Acetone
Concen: 58.194 ug/1
RT: 4.436 min Scan# 422
Ref 50 Delta R.T. ©.000 min
Lab File: VNe78438.D
Acq: 28 Jun 2023 13:51
G\ T \““H 1T ‘ T \7\4.\.9‘\ 1T ‘ T T 1T ‘ T T ‘ \]\-5\4\.‘7\
miz--> 40 60 80 100 120 140 160 I8t Ion: 43 Resp: 161768
Abundance  Scan 422 (4.436 min): VN078438.D\data.ms Ion Ratio Lower Upper
43.0 43 100
58 30.9 28.0 42.0
Raw 50
Abundance
4.436
30000
0\\\”‘i‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\
m/z--> 40 60 80 100 120 140 160
Abundance Sca‘{1q4022 (4.436 min): VN078438.D\data.ms (-37 20000
sub o 10000
0\\\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 0‘\\\\‘\\\\‘\\\\‘\\
mlz--> 40 60 80 100 120 140 160 Time-> 4.30 4.40 4.50 4.60
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Abundance Scan 566 (5.283 min): VN078080.D\data.ms (-55 #20

49.0 84.0 Methylene Chloride
Concen: 5.075 ug/1l
RT: 5.295 min Scan# SUgEgtll=lples
Ref 50 Delta R.T. ©0.012 min MSVOA_N
Lab File: VNo78438.D (SISl
26.9 Acq: 28 Jun 2023 13:51 ENINEZIIVEUEPRT
0 TTTTTTITT i‘\H HH TTT ‘HH TTITTJTTTIT[IT I TITI[TTTT H‘\ ‘HH TTTTITTT
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 T8t Ion: 84 Resp: 29328
Abundance  Scan 568 (5.295 min): VNO78438.D\datams 10" Ratio Lower Upper
49.0 83.9 84 100
49 99.8 79.7 119.5
51 36.7 25.2 37.8
Raw 50 8 58.1 53.3 79.9
Abundance
40.0 10000
0 H‘\HH\“‘HMH“WL g ‘\H‘www
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 8000
Abundance Scan 568 (5.295 min): VN078438.D\data.ms (-51
49.0 83.9 6000
4000
Sub 50
2000
36.9 ‘ |
0 ”w”w““”w‘w“ AR S A \”‘”w”w T T
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Time--> 520 5.30 5.40

Abundance Scan 942 (7.494 min): VN078080.D\data.ms (-92 #25

43.0 2-Butanone
Concen: 9.286 ug/l
RT: 7.500 min Scan#t 943
Ref 50 77.0 Delta R.T. ©.006 min
Lab File: VNO78438.D
Acq: 28 Jun 2023 13:51
A 6.9
G\\1”““\‘”‘\\“‘HH“\H \H\‘\H\‘\\H‘\\\\‘\\\\‘\\'\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 43 Resp: 24971
Abundance  Scan 943 (7.500 min): VN078438.D\data.ms Ion Ratio Lower Upper
43.0 43 100
72 35.3 30.2 45.2
Raw 50
72.0 Abundance
20000
0\\\mw‘\‘\\‘\“‘\H”\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 15000
Abundance Scan 943 (7.500 min): VN078438.D\data.ms (-8¢
43.0
10000 7.500
Sub
50
72.0 5000
A O Ol
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.40 7.50
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Abundance Scan 1127 (8.582 min): VN078080.D\data.ms (-1 #33

63.0 1,2-Dichloroethane-d4
Concen: 50.608 ug/l
RT: 8.588 min Scan#t 11gSiilglclies
Ref 50 51.0 78.1 Delta R.T. ©.006 min  |US\eLEN
Lab File: VNo78438.D (SISl
10‘2'0 Acq: 28 Jun 2023 13:51 [NNEASVEFAE
37.0 : :
0 \‘H\‘i“\H‘\wM\\\“\‘\M“\H‘\“HH‘HH‘H‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110 18t Ion: 65 Resp: 307468
Abundance Scan 1128 (8.588 min): VNO78438.D\datams 100 Ratlo Lower Upper
65.0 65 100
67 53.9 0.0 106.6
Raw 50
51.0 Abundance
102.0 8.588
0 \‘\\37\.(‘)\H‘\“\‘\\\“\‘\M“\\\\‘8\3\-\8\‘\\\\‘!‘\1\‘\\
miz--> 30 40 50 60 70 80 90 100 110 100000
Abundance Scan 1128 (8.588 min): VN078438.D\data.ms (-1
65.0
Sub o 50000
51.0
102.0
ol SO il mss
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 8.50 8.60 8.70

Abundance Scan 1216 (9.106 min): VN078080.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 9.112 min Scan# 1217
Ref 50 Delta R.T. ©0.006 min
Lab File: VNO78438.D
63.0 gg.0 Acq: 28 Jun 2023 13:51
G\3\7\”.‘(\)\“\i“”1”\”\“\!\“‘\‘\H“\‘\H\‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:114 Resp: 843090
Abundance Scan 1217 (9.112 min): VN078438.D\data.ms Ion Ratio Lower Upper
114.0 114 100
63 18.5 0.0 36.4
88 15.4 0.0 30.6
Raw 50
Abundance
63.0 ggQ 9.112
0 \S\Z‘.‘O\\“\ i‘m }”\H\ “‘\ ! \‘h\ 7T \“\ AEEENRRRERRERRERRR \2‘(\)\7\]\_
miz--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 1217 (9.112 min): VN078438.D\data.ms (-1
114.0 200000
Sub
50 100000
63.0 gg.0
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.00 9.10 9.20
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Abundance Scan 1058 (8.177 min): VN078080.D\data.ms (-1 #35

91.0 Dibromofluoromethane
Concen: 56.498 ug/1l
RT: 8.177 min Scan#t 1({gSiiinglElies
Ref 50 61.0 Delta R.T. ©.000 min  [US\eZEN
Lab File: VNo78438.D (SISl
1919  Acq: 28 Jun 2023 13:51 NNV
0 \3\3.’(\)‘\‘\ T w\ TT \H“\ \W‘i‘ TT i%‘p\\g\ T \%?\9\\8\ T \“\‘\ [T
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:113 Resp: 301179
Abundance Scan 1058 (8.177 min): VNO78438.D\datams 10" Ratio Lower Upper
110.9 113 100
111 104.6 82.6 123.8
192 17.5 12.7 19.1
Raw 50
Abundance
78.9 191.9 8.477
o0l 440 H [T 1508 ||
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 100000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1058 (8.177 min): VN078438.D\data.ms (-1
110.9
o 50000
Su
50
78.9 191.9
o440 Ly oses
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.10 8.20 8.30

Abundance Scan 955 (7.571 min): VN078080.D\data.ms (-94 #37

54.0 Ethyl Acetate
Concen: 9.439 ug/l
43.0 RT: 7.577 min Scan# 956
Ref 50 Delta R.T. ©.006 min
Lab File: VNO78438.D
70.0 Acq: 28 Jun 2023 13:51
0 ku??‘\gw ‘\“\miH! “\\?%;(\)\‘HH“\H‘\‘HH‘HH?%:?\H‘H\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 18t Ion: 43 Resp: 56384
Abundance  Scan 956 (7.577 min): VNO78438.D\datams = 10N Ratlo Lower Upper
43.0 43 100
61 15.7 13.2 19.8
70 10.6 11.3 16.9#
Raw 50
Abundance
61.0 7877
20000
0 \H‘HH‘HH‘H\‘ \‘“HH‘?ﬁi?\\‘H\\‘\Zﬁ\'\ll.\‘H\\‘H\\ﬁﬁ.\?\\\‘\\\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 15000
Abundance Scan 956 (7.577 min): VN078438.D\data.ms (-9C
43.0
10000
Sub
50
5000
61.0 A
om0 | T a0 0
P T e e T
miz--> 30 35 40 45 50 55 60 65 70 75 80 8590 95 Time-> 7.50 7.60 7.70
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Abundance Scan 1146 (8.694 min): VNO78080.D\data.ms (-1 #43

43.0 Isopropyl Acetate

Concen: 23.468 ug/l

RT: 8.694 min Scan# 1UgSIAtTIEls

Ref 50 Delta R.T. ©0.000 min  [US\elNW\
62.0 ; _
Lab File: VNo78438.D [SUEERIEEUIC][ol
87.0 Acq: 28 Jun 2023 13:51 ENNIESAGIRNPEE
0 \‘\\\\‘i‘l“\\“\\\\‘i\‘!\\‘\7\\6.\7‘\\\\‘\\9\8‘\.?\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 268092
Abundance Scan 1146 (8.694 min): VNO78438.D\datams = 10N Ratlo Lower Upper
43.0 43 100

61 19.2 24.7 37.1#%
87 14.4 14.6 21.8#%

Raw 50
Abundance
61.0 87.1 8.694
0 \‘\Hi““\‘“\\‘\H\‘i‘\u\‘HH‘HH‘HH‘\-H\‘\ 100000
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 1146 (8.694 min): VN078438.D\data.ms (-1
43.0
50000
Sub
50
61.0 87.1
0 WHM:MWH“i“uWm_m_ulﬂl‘nl”_ L
miz--> 30 40 50 60 70 80 90 100  Time.> 860 870 8.80

Abundance Scan 1465 (10.571 min): VNO78080.D\data.ms (- #50

98.1 Toluene-d8

Concen: 48.734 ug/1l

RT: 10.571 min Scan# 1465

Ref 50 Delta R.T. ©.000 min
Lab File: VNO78438.D
42.0 Acq: 28 Jun 2023 13:51
[V }“i”\“! T \“‘\\\\‘\\\\‘\\\\‘2\67\':
miz--> 50 100 150 200 250 Tgt Ion:.98 Resp: 1001507
Abundance Scan 1465 (10.571 min): VNO78438.D\datams 100 Ratio Lower Upper
98.1 98 100
100 63.7 52.06 78.0
Raw 50
Abundance
500000 10.571
42.1
0 TN 206.8
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T 400000
m/z--> 50 100 150 200 250
Abundance in):
Scan 1465 g%(l)f?l min): VN078438.D\data.ms ( 300000
200000
Sub
50
100000
42.1
ol Ll 4 2088 -
miz--> 50 100 150 200 250  Time--> 10.60
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Abundance Scan 1445 (10.453 min): VN078080.D\data.ms (1 #51

43.0 4-Methyl-2-Pentanone
Concen: 28.184 ug/l
RT: 10.447 min Scan#t 14gigiipl=gles
Ref 50 Delta R.T. -0.006 min |US\eLEN
851 Lab File: VNo78438.D (SISl
\‘ ‘ ‘ Acq: 28 Jun 2023 13:51 ENINEZIIVEUEPRT
0H\‘i‘i\\‘\“\‘\H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 43 Resp: 169545
Abundance Scan 1444 (10.447 min): VNO78438.D\datams = 10N Ratlo Lower Upper
43.0 43 100
58 38.1 36.6 54.8
Raw 50
Abundance
85.1
“ ‘ ‘ 100000
207.1
0\\\‘M\\\‘\\\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘H\\ 10447
miz--> 60 80 100 120 140 160 180 200 80000
Abundance Scan 1444 (10.447 min): VNO78438.D\data.ms (
43.0 60000
Sub 40000
50
85.1 20000
0\‘\\\2071 of o
miz--> 40 60 80 100 120 140 160 180 200 Time--> 10.40 10.50

Abundance Scan 1853 (12.853 min): VN078080.D\data.ms (; #62

93.0 174.0 4-Bromofluorobenzene
' Concen:  51.879 ug/l
RT: 12.853 min Scan# 1853
Ref 50 Delta R.T. ©.000 min
Lab File: VNO78438.D
50.0 Acq: 28 Jun 2023 13:51
oL M‘ \‘\ ‘\“‘ H‘ ‘H‘\ H‘M‘ — ]"4‘0 ‘9‘ n ‘297‘ 1 —— 2‘8‘1-‘:
miz--> 100 150 200 250 Tgt Ion: ] 95 Resp: 331438
Abundance Scan 1853 (12.853 min): VN078438.D\datams | 10N Ratio Lower Upper
95.0 95 100
173.9 174 77.8 0.0 143.8
176 72.7 0.0 135.8
Raw 50
Abundance
50.0 12.853
oL \‘\ it H ‘m I n“ _— J“4‘0“9‘ ‘H‘ e 2‘8‘0: 150000
m/z--> 100 150 200 250
Abundance Scan 1853 (12.853 min): VN078438.D\data.ms (
95.0
173.9 100000
Sub
50 50000
50.0
ol w‘w ol ol 2499 4 280 ss —
miz--> 50 100 150 200 250 Time--> 12.80 12.90
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Abundance Scan 1686 (11.870 min): VN078080.D\data.ms (1 #63

117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 11.871 min Scan#t 1Sl
Ref 50 Delta R.T. ©.000 min  [US\eZEN
540 Lab File: VN@78438.D [(GICHIEEIellEI(6H
a0 I Acq: 28 Jun 2023 13:51 ENINEZIIVEUEPRT
(e \“‘.‘\ \“H\“ = H‘M b \9\9‘.0\ T 1‘\‘i \]\_3\2.\8‘
m/z--> 40 60 80 100 120 Tgt Ion:}17 RESpZ 802699
Abundance Scan 1686 (11.871 min): VN078438.D\datams = 10N Ratlo Lower Upper
117.0 117 100
82 53.6 44.0 66.0
820 119 31.3 25.6 38.4
Raw 50
Abundance
54.0 11.871
400000
499 H gl 990 I,
0 LI LI T ‘ T ‘ T T T ‘ T T T 71 ‘ T T T 7T ‘
m/z--> 100 120
300000
Abundance Scan 1686 (11.871 mln). VN078438.D\data.ms (
117.0
200000
Sub 50 82.0
100000
54.0
ol 00l o L o
m/z--> 40 60 80 100 120 Time--> 11.80 11.90

Abundance Scan 2014 (13.800 min): VN078080.D\data.ms (; #72

149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
RT: 13.800 min Scan# 2014
Ref 50 Delta R.T. ©.000 min
115.0 ile:
520 78.0 Lab File: VNO78438.D
M ‘ Acq: 28 Jun 2023 13:51
G\\\“\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 247139
Abundance Scan 2014 (13.800 min): VN078438.D\data.ms 10N Ratio Lower Upper
150.0 152 100
115 62.9 32.3 96.8
150 160.7 0.0 355.8
Raw 50
115.0 Abundance
0\\\‘}\\‘\‘\“H\\\“H‘\\\\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\%O\\e.\g\ 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2014 (13.800 min): VN078438.D\data.ms ( 150000 13.800
150.0
100000
Sub 50
1150 50000
0‘”‘“2069 o J
miz--> 40 60 80 100 120 140 160 180 200 Time-> 13.70 13.80
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