Data Path

Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17

Quant Time: Dec 11 05:25:09 2021

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

Compound

Quantitation Report

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\

Sample Multiplier: 1

Fri Dec 03 08:46:47 2021
Initial Calibration

(QT Reviewed)

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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
11) Tert butyl alcohol
16) Acetone

19) Methyl tert-butyl Ether

39) Methylcyclohexane
78) n-propylbenzene
85) sec-Butylbenzene
95) Naphthalene

13.

8.

Range

Range

1e.

Range

12.

Range

v b~ U

R.T. QIon Response Conc
088 168 1071264 50
968 114 2039642 50.
747 117 2368571 50.
675 152 1017049 50.
440 65 857981 51.

61 - 141 Recovery

.024 113 630519 49.

69 - 133 Recovery
443 98 2701852 52.

65 - 126 Recovery
733 95 1195778 64.

58 - 135 Recovery
380 59 97750 31
253 43 300334 30.
618 73 60848 1.
201 83 59796m 2
924 91 22219 0
503 105 40532 Q.
507 128 42006 4

.000 ug/1 0.00
000 ug/l 0.00
000 ug/1 0.00
000 ug/1 0.00
872 ug/1 0.00
= 103.740%

352 ug/1 0.00
= 98.700%

668 ug/1 0.00
= 105.340%

342 ug/1 0.00
= 128.680%

Qvalue

.265 ug/l 99

185 ug/l1 # 54
534 ug/l # 66

.589 ug/1
.221 ug/1 95

463 ug/l # 70

.763 ug/1 # 89

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

82N120221W.M Thu Dec 16 ©0:27:31 2021

manual integration (+) =

signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121021\
Data File : VN@69971.D

Acqg On : 10 Dec 2021 20:39
Operator : JC/MD

Sample : M4969-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Time: Dec 11 ©5:25:09 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

QLast Update : Fri Dec 03 08:46:47 2021

Response via : Initial Calibration

Abundance TIC: VN069971.D\data.ms
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Abundance Scan 2273 (8.086 min): VN069703.D\data.ms (-2 #1

56.0 168.0 Pentafluorobenzene
84.0 Concen: 50.000 ug/1
RT: 8.088 min Scan# 21EidllEies
Ref 50 Delta R.T. 0.002 min  US\eZWN
Lab File: VN@69971.D (SIS
‘ 137.0 Acq: 10 Dec 2021 20:39 WAWEEES
0 il A i “‘JWO‘(T).‘O‘\‘ e “‘ - B
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 1071264
Abundance Scan 2274 (8.088 min): VN069971.D\datams 1N Ratio Lower Upper
168.0 168 100
99 60.2 41.3 61.9
99.0
Raw 50
Abundance
. 137.0 8.hs8
b3 Lot b b 1897 400000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 2274 (8.088 min): VN069971.D\data.ms (-z 300000
168.0
. 99.0 200000
Y 5
100000
137.0
G‘?"7‘"9”1“‘1‘7‘5“‘.?1“M‘MHWH‘M‘H_ | 1897 S R
m/z--> 40 60 80 100 120 140 160 180 Time--> 8.00 8.10 8.20

Abundance Scan 1268 (5.390 min): VN069703.D\data.ms (-1 #11

59.0 Tert butyl alcohol

Concen: 31.265 ug/l

RT: 5.380 min Scan# 1264

Ref 50 Delta R.T. -0.011 min
Lab File: VNO69971.D
h Acq: 10 Dec 2021 28:39
G\3\6\J"\\‘\“\“"\\\\8’4\.'\1\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\2‘(\)\6?9
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 59 Resp: 97750
Abundance Scan 1264 (5.380 min): VN069971.D\data.ms Ion Ratio Lower Upper
59.0 59 100
57 10.6 8.7 13.1
Raw 50
Abundance
25000 5.880
3500 207.1
0 \\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 20000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1264 (5.380 min): VN069971.D\data.ms (-1
59.0 15000
Sub 10000
50
5000
NEERA ol
R SRR AR R R AR R AR RSN RAAR L B
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 5.20 5.30 5.40 5.50
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Abundance Scan 858 (4.291 min): VN069703.D\data.ms (-82 #16

43.0 Acetone
Concen: 30.185 ug/1l
RT: 4.253 min Scan#t 84gEiigil=les
Ref 50 Delta R.T. -0.037 min [IS3e/EN
Lab File: VN@69971.D (GUEINEETSIEIH
Acq: 10 Dec 2021 20:39 NANEEES
oLl 74.9 207.2
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 43 Resp: 360334
Abundance  Scan 844 (4.253 min): VN069971.D\datams ~ 10N Ratlo Lower Upper
57.0 43 100
58 4.4 23.1 34.7#
Raw 50
Abundance
4.253
0 \“\““\\“\‘\8‘4\..\]-\\‘\\\\‘\\H‘HH‘HH‘H\%O\\??O\ 60000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 844 (4.253 min): VN069971.D\data.ms (-74
57.0 40000
Sub
50 20000
0 il 841 207.0 0
R R REEAL A T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 420 440
Abundance Scan 1353 (5.618 min): VN069703.D\data.ms (-1 #19
73.0 Methyl tert-butyl Ether
Concen: 1.534 ug/1
RT: 5.618 min Scan# 1353
Ref 50 Delta R.T. ©.000 min
41.0 60.9 Lab File: VN@69971.D
‘ ‘ ‘ ‘ 95.8 Acq: 10 Dec 2021 20:39
0 \‘\H\‘i}\‘\”\‘\\H\i“‘\‘\H’\}H‘H'\\‘H‘\‘\“HH’
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 73 Resp: 60848
Abundance Scan 1353 (5.618 min): VN069971.D\datams ~ 10N Ratlo Lower Upper
39.9 73.0 73 100
57 36.9 16.8 25.2#
Raw 50
57.0 Abundance
5.618
“ ‘ 15000
0 \‘HH‘ 1‘\‘\\i‘\‘\‘\\”‘\\\\’\1\\‘\\\\‘\\\\‘\\\\’
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1353 (5.618 min): VN069971.D\data.ms (-1 10000
73.0
Sub
5000
S0 41.0 57.0
m/z--> 30 40 50 60 70 80 90 100  Time->  5.50 5.60 5.70
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Abundance Scan 2404 (8.437 min): VN069703.D\data.ms (-z #33

65.0 1,2-Dichloroethane-d4
Concen: 51.872 ug/1
RT: 8.440 min Scan# 24 idllEies
Ref 50 Delta R.T. ©.003 min  [SVEEN
Lab File: VN@69971.D [(SIEIEEIsliEllof
39.0 102.0 Acq: 10 Dec 2021 20:39 WANEEES
0' \“\‘\‘\H“‘\\\\‘H\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\6\9\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 65 Resp: 857981
Abundance Scan 2405 (8.440 min): VN069971.D\datams 10" Ratlo Lower Upper
65.0 65 100
67 50.6 0.0 103.0
Raw 50
Abundance
102.0 8.440
0 \\4\88‘\‘\“\ \‘\\‘\\\\‘M‘\\\‘\\\\‘\\\\]‘-(\3\7\.\9‘\\\\2‘(\)§.\8\ 300000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2405 (8.440 min): VN069971.D\data.ms (-2
65.0 200000
Sub
50 100000
102.0
37.0
o‘Hum‘HH‘H‘m“MuH‘HH_MWHWHWH O
miz--> 40 60 80 100 120 140 160 180 200 Time—> 8.30 8.40 8.50

Abundance Scan 2602 (8.968 min): VN069703.D\data.ms (-2 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 8.968 min Scan# 2602
Ref 50 Delta R.T. ©.000 min
Lab File: VNO69971.D
63.0
50.0 88.0 Acq: 10 Dec 2021 20:39
0 \‘\3\\7\‘0\\\\}\\\‘\“}}\1‘i7\?\\0‘\\\!‘\EJ\-\‘\\\\‘\ ‘\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 '8t Ion:114 Resp: 2039642
Abundance Scan 2602 (8.968 min): VN069971.D\data.ms 10" Ratio Lower Upper
114.0 114 100
63 23.7 0.0 37.8
88 16.2 0.0 27.4
Raw 50
Abundance
63.0
0.0 88.0 8.968
37.0 ‘ 75.0 ‘
0\‘\\\\‘\\\\l\\}\“}}\l‘i\“\\‘\\\\‘\1\\‘\\\\‘\‘\\‘\\ 800000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 2602 (8.968 min): VN069971.D\data.ms (-2 600000
114.0
400000
Sub
50
200000
63.0 88.0
om0 ¥ | 0 T
et e e e e
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.90 9.00
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Abundance Scan 2250 (8.024 min): VN069703.D\data.ms (-2 #35

96.9 Dibromofluoromethane
Concen: 49,352 ug/1l
60.9 RT: 8.024 min Scan#t 2SlglEhies
Ref 50 : Delta R.T. ©0.000 min MS_VO/-\_N
Lab File: VN@69971.D [(SEhISEnlellEll0f
191.8 Acq: 10 Dec 2021 20:39 NANEEES
0\%EQNHMM\JNNWwHW%ﬂ?\‘H%§%§H‘HWMM\H
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:113 Resp: 630519
Abundance Scan 2250 (8.024 min): VN069971.D\datams 10N Ratio Lower Upper
110.9 113 100
111 103.7 82.2 123.2
192 18.8 16.9 25.3
Raw 50
Abundance
89 191.8 250000 8.p24
0\\4\0}-\()\\\‘\\\\U\\HH\‘\\‘}\‘\\\\‘\\]\.\5?\.\8\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 2250 (8.024 min): VN069971.D\data.ms (-2
110.9 150000
Sub 100000
50
50000
78.9 191.8
ol 480 H [T 159.8 0
SRS E SRS AU M el SR I
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 7.90 8.00 8.10

Abundance Scan 2786 (9.461 min): VN069703.D\data.ms (-2 #39

55.0 830 Methylcyclohexane

Concen: 2.589 ug/1 m

RT: 9.201 min Scan# 2689
Ref 50 Delta R.T. -0.260 min

Lab File:  VN@69971.D
Acq: 10 Dec 2021 20:39

0 Jm‘mHmL 1112.9 207.1
T ‘\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘H\\

m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 83 Resp: 59796
Abundance Scan 2689 (9.201 min): VN069971.D\datams ~ 10N Ratlo Lower Upper
55.0 83 100
83.0 55 132.1 58.1 87.1#

98 49.2 38.4 57.6
Raw gg
Abundance
0 | \M \\“w ll 114'0 9 1
40\\w\\H‘\\H‘\H\‘\H\‘\H\‘H\\‘H\\M\\\ 30000

m/z--> 60 80 100 120 140 160 180 200
Abundance Scan 2689 (9.201 min): VN069971.D\data.ms (-2
55.0
2
83.0 0000
Sub

50 10000

I T oot
miz--> 40 60 80 100 120 140 160 180 200 Time-—> 9.109.159.20 9.25
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Abundance Scan 3152 (10.443 min): VN069703.D\data.ms (- #50

98.0 Toluene-d8
Concen: 52.668 ug/l
RT: 10.443 min Scan#t 3gSigiinlElee
Ref 50 Delta R.T. ©.000 min  [US\eZEN
Lab File: VN@69971.D [(SEhISEnlellEll0f
420 700 Acq: 10 Dec 2021 20:39 WANEEYS
0\\\}‘\“H\’M\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\%O\\G-\g\‘
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 98 Resp: 2701852
Abundance Scan 3152 (10.443 min): VN069971.D\datams 10N Ratlo Lower Upper
98.1 98 100
100 64.3 50.4 75.6
Raw 50
Abundance
420 700 10443
0\\\}‘\}‘H\’H\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 3152 (10.443 min): VN069971.D\data.ms (-
0d.1
Sub 500000
50
42.0 70.0
G“‘JMN‘NMLw"‘ﬂ“H“‘H“H“‘H“H“‘H“ O
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.40 10.60

Abundance Scan 4005 (12.731 min): VN069703.D\data.ms (- #62

93.0 4-Bromofluorobenzene
173.9 Concen: 64.342 ug/1
RT: 12.733 min Scan# 4006
Ref 50 Delta R.T. ©0.002 min
Lab File:  VN©69971.D
Acq: 10 Dec 2021 20:39
0"‘\‘H\"\‘\M‘U“}\‘\‘\H\M‘Hl‘]"?"g“lﬁ%g‘w”‘\‘\‘”H‘HH
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 95 Resp: 1195778
Abundance Scan 4006 (12.733 min): VN069971.D\data.ms 100 Ratio Lower Upper
95.0 95 100
173.9 174  75.5 0.0 187.2
176  73.0 0.0 181.4
Raw 50
Abundance
12/r34
‘ 600000
0\ HH\\‘\”‘H‘\ ”\1“‘\”\”1‘\%%?}9\%4‘.?;9\\‘\\\‘\“\\\\2‘0\\7;]\_
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan4006(12g§%rnh0:VNOGQQ?lIXdaELms(- 400000
173.9
sub o 200000
OH\11891429 —
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 12.70  12.80
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Abundance Scan 3638 (11.746 min): VN069703.D\data.ms (- #63

117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.0 RT: 11.747 min Scan# 3510Vl
Ref 50 Delta R.T. ©0.001 min MSVOA_N
54.0 Lab File: VN@69971.D (SIS
H Acq: 10 Dec 2021 20:39 NANEEES
0\\\““Hh\\“\‘H”U‘“H\‘H!‘i‘iHH‘HH‘HH‘HH‘H.\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:117 Resp: 2368571
Abundance Scan 3638 (11.747 min): VN069971.D\datams 100 Ratio Lower Upper
117.0 117 100
82 59.3 42.4 63.6
82.0 119 32.2 25.4 38.2
Raw 50
Abundance
54.0 11fr47
0 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 3638 (11.747 min): VN069971.D\data.ms (-
117.0
Sub 82.0 500000
50
54.0
0 L N BRI
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 11.70 11.80

Abundance Scan 4358 (13.677 min): VN069703.D\data.ms (- #72

149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 13.675 min Scan# 4357

Ref 50 Delta R.T. -0.003 min
52.0 78.0 115.0 Lab File: VNO69971.D
‘ “ ‘ Acq: 10 Dec 2021 20:39
0\\\“’\\\‘\“\\\\i\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\T\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 1617049
Abundance Scan 4357 (13.675 min): VN069971.D\datams 10N Ratlo Lower Upper
150.0 152 100
115 60.9 27.5 82.5
150 156.6 0.0 344.4
Raw 50
Abundance
o 07, 800000
miz--> 40 60 80 100 120 140 160 180 200 13ld75
Abundance Scan 4357 (13.675 min): VN069971.D\data.ms (- 600000
150.0
400000
Sub
200000
- \\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 200  Time--> 13.60 13.70 13.80
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Abundance Scan 4076 (12.921 min): VN069703.D\data.ms (- #78

91.0 n-propylbenzene
Concen: 0.221 ug/l
RT: 12.924 min Scan#t 4(gigiil=gles
Ref 50 Delta R.T. ©.003 min  [SVEEN
Lab File: VN@69971.D [(SIEIEEIsliEllof
1201 . P\ \W-11A
65.0 | Acq: 10 Dec 2021 20:39
0H\‘.\H\“\H\“H‘H“\‘H\“HH‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 91 Resp: 22219
Abundance Scan 4077 (12.924 min): VN069971.D\datams 10N Ratlo Lower Upper
40.0 91 100
910 120 21.6 11.9  35.9
Raw 50
Abundance
650 1201 12(924
0 M\ whalie e ol oy ‘ 173.9 207.0
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 10000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 4077 (12.924 min): VN069971.D\data.ms (-
91.0
Sub 5000
u
50
120.1
381 690 173.9 |
Gu\“Mw‘”“c“m““H\‘!\“mN‘Hm‘\m‘\m‘\m‘uu 0 R B R
miz--> 40 60 80 100 120 140 160 180 200 Time--> 12.8512.90 12.95

Abundance Scan 4293 (13.503 min): VN069703.D\data.ms (- #85

105.0 sec-Butylbenzene
Concen: 0.463 ug/l
RT: 13.503 min Scan# 4293
Ref 50 Delta R.T. ©0.000 min
1341 Lab File: VNO69971.D
51.0 77‘.0 ‘ ’ Acq: 10 Dec 2021 20:39
GH\“‘\\“i\“\‘\H“‘HH“HH‘\“H\‘\‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@5 Resp: 46532
Abundance Scan 4293 (13.503 min): VN069971.D\data.ms 100 Ratio Lower Upper
105.0 105 100
39.9 134 34.7 10.4 31.1#
Raw 50
Abundance
77.0 ‘ 134.1 13/503
O~ \‘W\ \“M‘ T ‘i“\”\ \‘M‘”\‘ T 1‘ ) ‘M\‘ T ‘\ “ Tt i“\ BB \]‘-(\318\.:}‘ TTT \2‘(\)\6\9 20000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 4293 (13.503 min): VN069971.D\data.ms (- 15000
105.0
10000
Sub
50
5000
770 ‘ 134.1
51.0 ‘
0okt 1681 2069 g
miz--> 40 60 80 100 120 140 160 180 200  Time--> 13.50
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Abundance Scan 5040 (15.507 min): VN069703.D\data.ms (- #95

128.0 Naphthalene
Concen: 4.763 ug/l
RT: 15.507 min Scan#t S{gSidtinl=lgles
Ref 50 Delta R.T. -0.000 min [SVEIE
Lab File: VN@69971.D [(SIEIEEIsliEllof
. . MW-11A
51‘_0 740 10‘2_0 i Acq: 10 Dec 2021 20:39
0\\\“\\‘\\“H\\H‘\h‘\‘\\\“‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\-‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:128 Resp: 42006
Abundance Scan 5040 (15.507 min): VN069971.D\datams 10N Ratlo Lower Upper
39.9 128.0 128 100
127 11.6 10.5 15.7
129 3.5 8.7 13.1#
Raw 50
Abundance
20000 15.507
62.9  102.0
04 \“‘”‘\ \“i T ‘”h t \”\”‘ mm ‘”\‘\ T \m 1T T ':Lﬁ]ﬁg\ T \2‘(\)7\]\.
miz--> 40 60 80 100 120 140 160 180 200 15000
Abundance Scan 5040 (15.507 min): VN069971.D\data.ms (-
128.0
10000
Sub
50 5000
ol I A R0 | 119 1927 e ——
m/z--> 40 60 80 100 120 140 160 180 200  Time-> 1540 15.50
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