Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70122\
Data File : VU@49600.D

Acqg On : 01 Jul 2022 22:29

Operator : SY/MD

Sample : N3564-01 10X

Misc : 6.13g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Time: Jul 04 06:52:28 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

QLast Update : Tue Jun 28 10:35:43 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.372 168 262922 50.000 ug/l # 0.00
34) 1,4-Difluorobenzene 6.247 114 460078 50.000 ug/l 0.00
63) Chlorobenzene-d5 9.417 117 411133 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 11.812 152 192882 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.700 65 180246 44.514 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery =  89.020%

35) Dibromofluoromethane 5.285 113 143817 44.680 ug/l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  89.360%

50) Toluene-d8 7.896 98 559518 48.736 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 97.480%

62) 4-Bromofluorobenzene 10.632 95 202940 46.145 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 92.300%

Target Compounds Qvalue
31) Cyclohexane 5.375 56 16264 2.675 ug/l # 73
39) Methylcyclohexane 6.761 83 116491 20.823 ug/1 94
73) Isopropylbenzene 10.484 105 22527 1.640 ug/l 92
78) n-propylbenzene 10.906 91 20480 1.227 ug/1 93
85) sec-Butylbenzene 11.642 105 21316 1.437 ug/l 97
89) n-Butylbenzene 12.208 91 18197 1.639 ug/1 93

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070122\
Data File : VU@49600.D

Acqg On : 01 Jul 2022 22:29

Operator : SY/MD

Sample : N3564-01 10X

Misc : 6.13g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Time: Jul 04 06:52:28 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

QLast Update : Tue Jun 28 10:35:43 2022

Response via : Initial Calibration

Abundance TIC: VU049600.D\data.ms
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Abundance Scan 1253 (5.369 min): VU049399.D\data.ms (-1 #1
168.0 | pentafluorobenzene

56.0 Concen: 50.000 ug/l
84.0 RT: 5.372 min Scan# 1gEtigl=lies
Ref 50 Delta R.T. 0.003 min  [US\YelWV
Lab File: VU@49600.D [(GIEHIEEIeIEI(CR:
‘ ‘ 11801370 Acq: @1 Jul 2022 22:29 WIEEEEDED
0l “\“\‘ “\‘M‘\‘ ol ‘\“\}W ““i - “‘ Py }“ . “\H
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 262922

Abundance Scan 1254 (5.372 min): VU049600. D\data.ms 10N Ratio  Lower Upper
168.0 | 168 100

99 59.1 39.3 58.9#

98.9
Raw 50
Abundance
75.0 118 0136'9
0 369 5?9 I \‘.H\ ‘ Ily H .\ \‘ |
LA L L L L L I L L I L O 100000
m/z--> 40 60 80 100 120 140 160
Abundance
168.0
cub 08.9 50000
50
0 118 0136'9
56.0 75 :
ol 28R T e L O
m/z—-> 40 60 80 100 120 140 160 Time--> 530 5.40

Abundance Scan 1257 (5.382 min): VU049399.D\data.ms (-1 #31
560 o410 Cyclohexane

168.0 @ Concen: 2.675 ug/1
RT: 5.375 min Scan# 1255
Ref 50 Delta R.T. -0.006 min
Lab File: VU049600.D
e 11‘8.013‘7‘0‘ Acq: 01 Jul 2022 22:29
0 ‘\‘1\‘\“}‘1‘\\\‘\\\\‘i\\\‘\‘\\\‘\‘\
miz--> 40 60 80 100 120 140 160 Tgt Ion: 56 Resp: 16264

Abundance Scan 1255 (5.375 min): VU049600.D\data.ms | 10N Ratio  Lower Upper
168.0 56 100

69 80.9 27.8 41.8%

09.0 84 100.1 74.2 111.4
Raw 50
Abundance
136.9 6000 5ﬂ75
74.9 118.0
\3\6\.‘9‘\ \5\?.(“)\ ‘\‘\“\H“\\\\‘i\\\\H‘}\\\“\}\\‘\ ‘\\ "/
miz--> 40 60 80 100 120 140 160 A
Abundance 4000 |
168.0
99.0
sub o 2000
136.9
36.9 56.0 74.9 118.0 ol . .
o AR EEEEEE
miz--> 40 60 80 100 120 140 160  Time->  5.30 5.35 5.40
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Ref 50

o

65.0

50.9
102.0

36.9 ‘

m/z-->

30 40 50 60 70 80 90 100 110

Abundance Scan 1356 (5.700 min): VU049399.D\data.ms (-1 #33

1,2-Dichloroethane-d4

Concen: 44,514 ug/1

RT: 5.700 min Scan# 1]E8lEies
Delta R.T. ©.000 min MSVOA_U

Acq: 01 Jul 2022 22:29 WICHEIEENEE

Tgt Ion: 65 Resp: 180246

Abundance

Scan 1356 (5.700 min): VU049600.D\data.ms
65.0

50.9
101.9
369 | | 839 i

30 40 50 60 70 80 90 100 110

Ion Ratio Lower Upper
65 100
67 53.8 0.0 108.0

Abundance

80000

65.0

50.9
101.9
36.8

Raw 50
0
m/z-->
Abundance
Sub
50
0
m/z-->

30 40 50 60 70 80 90 100 110

60000

40000

20000

Time--> 560 570 5.80

Ref 50

o

114.0

63.0

37.9 59.0 ww\\u7?.o\m“ A Wl

m/z-->

30 40 50 60 70 80 90 100 110 120

Abundance Scan 1526 (6.247 min): VU049399.D\data.ms (-1 #34

1,4-Difluorobenzene

Concen: 50.000 ug/l

RT: 6.247 min Scan# 1526
Delta R.T. ©0.000 min

Lab File: VUe49600.D

Acq: 01 Jul 2022 22:29

Tgt Ion:114 Resp: 460078

Abundance

Scan 1526 (6.247 min): VU049600.D\data.ms
114.0

63.0 88.0

aro 00 750 ‘

30 40 50 60 70 80 90 100 110 120

Ion Ratio Lower Upper

114 100
63 22.2
88 16.8

Abundance

200000

114.0

63.0
370 200 75.0

88.0

Raw 50
0
m/z-->
Abundance
Sub
50
0
m/z-->

30 40 50 60 70 80 90 100 110 120

150000

100000

50000

Time--> 6.20  6.30

VUQ49600.D 82U062722W.M

Tue Jul 05 14:36:36 2022

Lab File: VU@49600.D [(CUEhISEInlellEll0f

Page 4



Abundance Scan 1228 (5.288 min): VU049399.D\data.ms (-1 #35

110.9 Dibromofluoromethane
Concen: 44.680 ug/1l
RT: 5.285 min Scan# 1lgEigbll=ples
Ref 50 Delta R.T. -0.003 min [SVCIWE
0.9 Lab File: VU@49600.D [SlERISEIIAE
1918 Acq: 01 Jul 2022 22:29 UUHEIEREE
0\3\6\"9\\\\““\\\\4‘b\ ﬂ”\‘\\‘\\H‘\\\\‘\\]:?)?\\8\\‘\\‘\‘\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:113 Resp: 143817
Abundance Scan 1227 (5.285 min): VU049600.D\data.ms | 10N Ratlo  Lower Upper
110.9 113 100
111 102.4 82.1 123.1
192 18.5 18.0 27.0
Raw 50
Abundance
78.9 191.8 5.285
0,439 | 1598 60000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance
110.9 40000
Sub o 20000
80.9 191.8
0 43.9 159.8 0
MRS (NN ! SNBSSl | N ==
miz--> 40 60 80 100 120 140 160 180 200  Time--> 520 530

Abundance Scan 1686 (6.761 min): VU049399.D\data.ms (-1 #39

550 83.0 Methylcyclohexane
' Concen:  20.823 ug/l
RT: 6.761 min Scan# 1686
Ref 50 Delta R.T. ©.000 min
Lab File: VU049600.D
‘ Acq: 01 Jul 2022 22:29
O \\‘1“\“‘\“1‘\\"‘1\\\”‘]\-]\-\].\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 83 Resp: 116491
Abundance Scan 1686 (6.761 min): VU049600.D\datams | 100 Ratio Lower Upper
83.0 83 100
55.0 55 75.9 55.3 82.9
98 44 .4 37.3 55.9
Raw 50
Abundance
0' ‘\\\\’1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\6\9\ 50000
m/z--> 40 60 80 100 120 140 160 180 200 40000
Abundance
83.0 30000
55.0
Sub 20000
50
10000
miz--> 40 60 80 100 120 140 160 180 200  Time--> 6.70 6.80
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Abundance Scan 2039 (7.896 min): VU049399.D\data.ms (-2 #50

98.1 Toluene-d8
Concen: 48.736 ug/1l
RT: 7.896 min Scan# 2([gEidllglEies
Ref 50 Delta R.T. ©.000 min  [US\CXEU
Lab File: VU@49600.D [SlERISEIIAE
420 5409 700 Acq: 01 Jul 2022 22:29 WISEEEREDE
0 \‘H\i“!‘uwl11\’\11\luH‘\.\H‘\M““HH‘HH‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 559518
Abundance Scan 2039 (7.896 min): VU049600.D\data.ms | 100 Ratlo  Lower Upper
98.0 98 100
100 64.1 51.7 77.5
Raw 50
Abundance
42.0 549 70.0 300000
0\‘\\\\i!\\}i}1‘\\’\‘\1\l\\\\8‘2\.9\‘\}\““\\\]\-J‘-\z\.\o\‘\
m/z--> 30 40 50 60 70 80 90 100 110
Abundance 200000
98.0
Sub
50 100000
420 5409 700
o 82.0 112.0 ol
R e e AR T
miz--> 30 40 50 60 70 80 90 100 110 Time--> 7.80 7.90 8.00

Abundance Scan 2891 (10.635 min): VU049399.D\data.ms (; #62

93.0 4-Bromofluorobenzene
1739 concen: 46.145 ug/1
75.0 RT: 10.632 min Scan# 2890
Ref 50 Delta R.T. -0.003 min
Lab File: VU049600.D
50.0 Acq: @1 Jul 2022 22:29
Ot \”“ \‘\“‘\ {t ‘H‘\ U \“‘\ “‘ = ‘\‘M T \1\1\6‘\9\ ‘]‘.“12”9‘ T
miz--> 40 60 80 100 120 140 160 180 T8t Ion: 95 Resp: 202940
Abundance Scan 2890 (10.632 min): VU049600.D\data.ms 10N Ratio Lower  Upper
95.0 95 100
173.9 174 74.4 0.0 182.0
176 71.6 0.0 177.8
Raw &0 75.0
Abundance
49.9
0 i 12501480 L 100000
m/z--> 40 60 80 100 120 140 160 180
Abundance
95.0
173.9
50000
Sub 75.0
50
49.9
0 1169 142.8 0 AN =
— T P
miz--> 40 60 80 100 120 140 160 180 Time--> 10.60  10.70
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Abundance Scan 2513 (9.420 min): VU049399.D\data.ms (-2 #63

117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.0 RT: 9.417 min Scan#t 2{SEgilnlEies
Ref 50 Delta R.T. -0.003 min [SVCIWE
54.0 Lab File: VU@49600.D [SlERISEIIAE
H Acq: 01 Jul 2022 22:29 WICHEIEENEE
0\\\‘}‘\\‘\\“\\\“1”‘\\\\‘\\}\‘i\\\\‘\\\\‘\\\\‘\\\\‘\\\.\ . .
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:117 Resp: 411133
Abundance Scan 2512 (9.417 min): VU049600.D\data.ms | 10N Ratio Lower Upper
117.0 117 100
82 57.9 41.7 62.5
820 119 31.7 25.7 38.5
Raw 50
Abundance
54.0
G\\\‘}‘\\‘H\“\\\1‘i‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\2‘(\)\6-\9\ 200000
miz--> 40 60 80 100 120 140 160 180 200
Abundance 150000
117.0
100000
Sub 82.0
50
50000
54.0
o) SRS IR S L1 L: e
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 9.40 9.50

Abundance Scan 3257 (11.812 min): VU049399.D\data.ms (; #72

149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
RT: 11.812 min Scan# 3257
Ref 50 115.0 Delta R.T. ©0.000 min
520 78.0 Lab File: VU049600.D
‘ ‘ ‘ Acq: 01 Jul 2022 22:29
Ob— \H‘ T \“\“\“ ‘”‘i”\ \“!‘ ‘i \“\‘9\5\"9‘\ T 1“1 \1\3\1‘\8‘ T \‘\“\ T
miz--> 40 60 80 100 120 140 160 I8t Ion:152 Resp: 192882
Abundance Scan 3257 (11.812 min): VU049600. D\data.ms | 10N Ratio Lower Upper
150.0 152 100
115 65.2 37.0 110.9
150 157.8 0.0 342.2
Raw 50
780 115.0 Abundance
52.0 ’
el ‘\\“‘ 950 | 1319 |
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 150000
m/z--> 40 60 80 100 120 140 160 11812
Abundance -5
150.0 100000
Sub
50 115.0 50000
520 /80
ol 970 2318 W O
miz--> 40 60 80 100 120 140 160 Time-—> 11.80  11.90
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Abundance Scan 2844 (10.484 min): VU049399.D\data.ms (1 #73

105.0 Isopropylbenzene
Concen: 1.640 ug/l
RT: 10.484 min Scan#t 2{gSigiinlElee
Ref 50 Delta R.T. ©.000 min  [SVCIWE
Lab File: VU@49600.D [SlERISEIIAE
51‘.0 77“-0 ‘ ‘ Acq: 01 Jul 2022 22:29 UICERIETREES
0H\“‘\\W\“\‘H‘\“\\‘\\“}‘H\“\H\‘\H\‘H\\‘H\\‘H\.\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:105 Resp: 22527
Abundance Scan 2844 (10.484 min): VU049600.D\data.ms | 10N Ratlo  Lower Upper
105.0 105 100
120 23.7 13.8 41.4
Raw 50
55.0 Abundance
‘7T.O
G TT \‘i““\ \“M !‘ ‘ ‘\‘M‘\ \“‘h” \‘\‘N“ “\‘\“\ T !‘ \‘ \]\.i‘?\'%\ T ‘ TTTT ‘ TTT \2‘(\)\7\.1\-
m/z--> 40 60 80 100 120 140 160 180 200 10000
Abundance
105.0
Sub 5000
50
55.0 79.0
0 140.0 207.1 0
T T e S - o
miz--> 40 60 80 100 120 140 160 180 200 Time--> 10.40 10.50

Abundance Scan 2975 (10.906 min): VU049399.D\data.ms (- #78
9

10 n-propylbenzene
Concen: 1.227 ug/1
RT: 10.906 min Scan# 2975
Ref 50 Delta R.T. ©.000 min
Lab File: VUe49600.D
Acq: 01 Jul 2022 22:29
ok ‘\‘s:li‘“(\)‘\“‘\ “ ‘”\‘\‘ [ R \297\(\)\ ™ \2\8\1\
miz--> 50 100 150 200 250 Tgt IOI’]Z.91 Resp: 20480
Abundance Scan 2975 (10.906 min): VU049600.D\data.ms | 10N Ratio Lower Upper
91.0 91 100
126 20.4 11.9 35.5
Raw 50
Abundance
55.0 10.606
ol i ‘137? S 10000
m/z--> 50 100 150 200 250
Abundance
91.0
5000
Sub
50
0 50.9 137.0 0 .
— e T
m/z--> 50 100 150 200 250 Time--> 10.90
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Abundance Scan 3205 (11.645 min): VU049399.D\data.ms (1 #85

105.0 sec-Butylbenzene
Concen: 1.437 ug/l
RT: 11.642 min Scan#t 3gEigiil=gles
Ref 50 Delta R.T. -0.003 min [SVCIWE
Lab File: VU@49600.D [SlERISEIIAE
510 77‘.0 | 134.0 Acq: 01 Jul 2022 22:29 \WICHEIDEES
0\H“‘H“i.\“\‘\\\“‘\H\‘HH‘\"H\‘\‘HH‘HH‘
miz--> 40 60 80 100 120 140 160 Tgt Ion:105 Resp: 21316
Abundance Scan 3204 (11.642 min): VU049600.D\datams | 100 Ratio Lower Upper
57.0 105 100
1050 134 19.3 10.4 31.1
Raw 50
85.0 Abundance
127.1
0 37 ‘\ "\HH‘\‘\‘M‘ %?\2\.2‘ L
m/z--> 40 60 80 100 120 140 160 10000
Abundance
57.0 105.0
Sub 85.0 5000
50
127.1
0L379 152.2 |
o aar e SIS S i e
miz--> 40 60 80 100 120 140 160  Time--> 11.60 11.65 11.70
Abundance Scan 3380 (12.208 min): VU049399.D\data.ms (- #89
91.0 n-Butylbenzene
Concen: 1.639 ug/1
RT: 12.208 min Scan# 3380
Ref 50 146.0 Delta R.T. ©.000 min
Lab File: VU049600.D
65.0 Acq: 01 Jul 2022 22:29
39.0
O \”“‘\ \‘Hi 't ‘”‘\‘\ \“1”“ iy “&‘i?i(\)\ i T \‘\“\ ARERREERRRERRRE
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion: 91 Resp: 18197
Abundance Scan 3380 (12.208 min): VU049600.D\data.ms | 10N Ratio Lower Upper
91.0 91 100
55.0 92 47.9 26.2 78.6
134 31.5 13.5 40.4
Raw 50
Abundance
134.1
‘ | ‘ 10000
0 “}“\H\‘ ‘\ “‘h‘\ \‘\‘H‘ ‘\ ?‘ﬁ?l\q TT ‘ TTT \2‘0\\7-\9
m/z--> 40 60 80 100 120 140 160 180 200 8000
Abundance
91.0 6000
Sub 4000
50 67.0
41.0 1341 2000
0 158.0 207.0 o~ L
e R o
miz--> 40 60 80 100 120 140 160 180 200 Time-> 12.20
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