Quantitation Report (LSC Reviewed)

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092419\
Data File : VX012645.D

Aca On 24 Sep 2019 20:01

Operator : JC/SP

Sample : K5008-09 10X

Misc : 5.990/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 27 Sample Multiplier: 1

Quant Time: Sep 25 06:59:55 2019

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X092319W .M
Quant Title : SW846 8260

OLast Update : Mon Sep 23 12:27:01 2019

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) Pentafluorobenzene 5.65 168 164910 50.00 ua/l 0.00
34) 1.,4-Difluorobenzene 6.85 114 286397 50.00 ug/l 0.00
63) Chlorobenzene-d5 10.11 117 247708 50.00 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.07 152 112022 50.00 ug/I1 0.00
Svstem Monitorina Compounds
33) 1.2-Dichloroethane-d4 6.05 65 120176 50.04 ua/l 0.00
Spiked Amount 50.000 Recoverv = 100.08%
35) Dibromofluoromethane 5.49 113 84373 49.47 ua/l 0.00
Spiked Amount 50.000 Recoverv = 98.94%
50) Toluene-d8 8.71 98 353499 53.82 ua/l 0.00
Spiked Amount 50.000 Recoverv = 107.64%
62) 4-Bromofluorobenzene 11.14 95 148393 57.46 ua/l 0.00
Spiked Amount 50.000 Recovery = 114.92%
Target Compounds Qvalue
31) Cyclohexane 5.61 56 8288 2.479 ua/l # 59
39) Methylcyclohexane 7.45 83 138189 41.581 ua/l 89
73) Isopropylbenzene 11.01 105 315642 34.595 uag/l 100
78) n-propylbenzene 11.35 91 603793 58.781 ua/l 99
83) tert-Butylbenzene 11.77 119 19494 2.641 ug/l 86
85) sec-Butylbenzene 11.94 105 307831 35.860 ug/l 79
89) n-Butylbenzene 12.39 91 305312 44 _.731 ua/l # 80

(#) = qualifier out of range (m) = manual integration (+) = signhals summed
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Time:
Quant Method : Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X092319W.M

Quant Title
OLast Update
Response via

Quantitation Report

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX092419\
VX012645.D

24 Sep 2019 20:01

JC/SP

K5008-09 10X
5.99a/5mL/100uL/10mL/MSVOA_X/MEOH

27 Sample Multiplier: 1

Sep 25 06:59:55 2019
SW846 8260

Mon Sep 23 12:27:01 2019
Initial Calibration

(LSC Reviewed)
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Abundance Scan 781 (5.648 min): VX012431.D (-769) (-) #1
168 Pentafluorobenzene
9% Concen: 50.000 ua/l
RT: 5.65 min Scan# 781
Refs0 Delta R.T. 0.00 min
Lab File: VX012645.D
137 Acq: 24 Sep 2019 20:01
75 117 149
0":"37I'4'.9"?1'!'II'II'8§'|'Ii'"'||I'I'"|I'!|"I'I"I R R
miz--> 40 60 80 100 120 140 160 Tat lon:-168 Resp: 164910
‘Abundance lon Ratio Lower Upper
168 168 100
99 65.0 51.4 77.2
99
Rawsg
Abundance |on 167.90 (167.60 to 168.60): \
IS lon 98.90 (98.60 to 99.60): VX
149
0 44 ) 6\1 1l ?\5\\84 ‘ 1 M . \‘ | 60000 5.8
m/z--> 40 A 80 100 120 140 160
Abundance
168 40000
99
Sub
50 20000
137
117
oL 37 49 61 "> g 149
miz--> 40 6 8 100 120 140 160 Mme-> 550 560 590 580
Abundance Scan 768 (5.569 min): VX012431.D (-755) (-) #31
56 84 Cyclohexane
Concen: 2.479 ug/l
41 RT: 5.61 min Scan# 774
Refs0 Delta R.T. 0.04 min
69 Lab File:  VX012645.D
Acq: 24 Sep 2019 20:01
0 ol 20510 207
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon: 56 Resp: 8288
‘Abundance lon Ratio Lower Upper
43 56 100
69 19.5 25.0 37.6#
85 84 39.2 66.4 99 .6#
Rawsg 57 99 168
Abundance lon 56.00 (55.70 to 56.70): VX{
157 lon 69.00 (68.70 to 69.70): VX
‘ ‘ 69 | 117 149 3000
Ouuul‘l.‘.‘.l.l‘”.‘.w.‘..‘.‘l‘....“luuuu T - ..‘..|....|....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
43 2000
Sub 85
u
50 57 99 168 1000
137 \
69 117 149 ) 44/\/“ﬂvz/
OIIIIIIIIIIIIIIIIIIIllllllllllllllllllll TrrryrrrryrrrrJyrrrr|rrrorri
m/z--> 4 60 8 100 120 140 160 180 200 Time--> 545 550 555 560 5.65
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Abundance Scan 847 (6.051 min): VX012431.D (-835) (-) #33
6b 1.2-Dichloroethane-d4
Concen: 50.044 ua/l
RT: 6.05 min Scan# 847
Refs0 Delta R.T. 0.00 min
51 Lab File: VX012645.D
102 Acq: 24 Sep 2019 20:01
o as ) sl e |
miz--> 0 40 50 60 70 8 90 100 110 | 1ot fon: 65 Resp: 120176
‘Abundance lon Ratio Lower Upper
65 65 100
67 51.3 0.0 101.2
RaWSO
51 Abundance lon 64.90 (64.60 to 65.60): VX{
102 lon 66.90 (66.60 to 67.60): VXQ
50000 6.05
oL 37 44 || 50, /70 84 96 || '
m/z--> 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 40000
Abundance
65 30000
Sub 20000
50 51
102 10000
Oy "??I U "'§% ----10----|-84--|--9§-|-- T 0
m/z--> 30 40 50 60 70 80 90 100 110 [Time->
Abundance Scan 978 (6.849 min): VX012431.D (-967) (-) #34
114 1,4-Difluorobenzene
Concen: 50.000 ug/I1
RT: 6.85 min Scan# 978
Refs0 Delta R.T. 0.00 min
63 Lab File: VX012645.D
88 Acq: 24 Sep 2019 20:01
o a5 | e a | S I
miz--> 0 40 5 60 70 8 90 100 110 120 | 19t lon:ll4 Resp: 286397
‘Abundance lon Ratio Lower Upper
114 114 100
63 22.9 0.0 43.2
88 18.0 0.0 33.2
RaWSO
Abundance |on 113.90 (113.60 to 114.60): \
63 88 lon 63.00 (62.70 to 63.70): VX
37 a4 50 57‘ 69 7§ 81 gﬁ | 150000:
HRSUNIMIES IURIL SURLS UL SULIL LRI IV S B B 6.85
m/z--> 30 40 50 60 70 8 90 100 110 120
Abundance
114 100000
Sub
50 50000
63 88
o 37 43 50 57 69 75 81 94 ) \ )
mz-> 30 40 50 60 70 8 90 100 110 120 ITme-> 6.0  6.80 6.0  7.00
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Abundance Scan 755 (5.490 min): VX012431.D (-742) (-) #35
97 Dibromofluoromethane
111 Concen: 49.468 ua/l
RT: 5.49 min Scan# 755
Refs0 61 Delta R.T. 0.00 min
Lab File: VX012645.D
81 102 Acq: 24 Sep 2019 20:01
ol 38 4 M llJi231sa 160178 | 207
miz--> 40 60 80 100 120 140 160 180 200 Tat lon:113 Resp: 84373
‘Abundance lon Ratio Lower Upper
111 113 100
111 102.2 83.4 125.2
192 17.7 14.4 21.6
Rawsg
Abundance lon 112.80 (112.50 to 113.50): \
a1 10 40000| 101 110.80 (110.50 to 111.50):
oo e |
miz--> 40 60 80 100 120 140 160 180 200 30000 5,49
Abundance
111
20000
Sub
50
10000
81 03 192
0 40 160 173 _
miz--> 4 60 80 100 120 140 160 180 200  ime--> 540 550 5.60
Abundance Scan 1078 (7.459 min): VX012431.D (-1065) (-) #39
55 83 Methylcyclohexane
Concen: 41.581 ug/I
RT: 7.45 min Scan# 1077
Refs0 41 98 Delta R.T. -0.01 min
Lab File: VX012645.D
‘ | 70 Acq: 24 Sep 2019 20:01
A P20 3 a0 M _ _
mz-> 30 40 50 60 70 80 90 100 110 Tgt lon: 83 Resp: 138189
‘Abundance lon Ratio Lower Upper
55 83 83 100
55 89.6 64.4 96.6
98 42.0 40.1 60.1
41
RaW50 98
69 Abundance lon 83.00 (82.70 to 83.70): VX
80000] lon 55.00 (54.70 to 55.70): VXQ
ob o lias 63 T e | 2
mz-—-> 30 40 60 70 80 90 100 110 60000 745
Abundance
55 83
40000
Sub50 41
69 % 20000
0 48 63 77 91 112 0 —
miz--> 30 40 0 60 70 8 9 100 110  Mime--> 7.40 7.50 '
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Abundance Scan 1283 (8.709 min): VX012431.D (-1275) (-) #50
98 Toluene-d8
Concen: 53.818 ua/l
RT: 8.71 min Scan# 1283
Refs0 Delta R.T. 0.00 min
Lab File: VX012645.D
2 s Acq: 24 Sep 2019 20:01
0! S — . .
miz--> 4 60 80 100 120 140 160 | 1At lon: 98 Resp: 353499
‘Abundance lon Ratio Lower Upper
98 98 100
100 65.4 53.4 80.2
RaW50
Abundance |on 98.00 (97.70 to 98.70): VX{
55 250000] 10N 100.00 (99.70 to 100.70): V.
42 ‘ 112 8.71
0 ---‘N-- HL, ity ---‘-T- —eeee e A 1| 200000
m/z--> 40 80 100 120 140 160
Abundance
98 150000 ﬁ
Sub 100000 / \
50
50000 / \
42 5 70 112 \
OIIIIIIIIIIIII|8I3III|IIII T T T T ll]l-slsllllll IIIIII|IIII|IIII|III|||
m/z--> 40 80 100 120 140 160 Time--> 8.65 8.70 8.75 8.80
Abundance Scan 1681 (11.135 min): VX012431.D (-1674) (-) #62
9% 4-Bromofluorobenzene
174 Concen: 57.456 ug/I1
RT: 11.14 min Scan# 1681
Refs0 5 Delta R.T. 0.00 min
Lab File: VX012645.D
50 Acq: 24 Sep 2019 20:01
oLt 61 84 || 104 119129 143153
miz--> 40 60 8 100 120 140 160 180 19t lon: 95 Resp: 148393
‘Abundance lon Ratio Lower Upper
57 95 100
43 174 57.0 0.0 140.0
176 57.1 0.0 135.4
Ravg 70
Abundance lon 94.90 (94.60 to 95.60): VX{
98 150000] lon 173.80 (173.50 to 174.50):
‘ ‘ 125 1ra
o L ‘\ ‘H\ ‘\ 109 142150161 |
rrrTrTTTTTTTT IIII""IIIIIIIIIIIIII 11.14
m/z--> 40 80 100 120 140 160 180
Abundance 100000
70
98
Sub 50000
S0 174
o3 50 61 87 111 125 140450159 0 ~
m/z--> 40 ' 80 100 120 140 160 180 Time--> " 110 1115
VX012645.D 82X092319W.M Wed Sep 25 17:56:05 2019
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Abundance Scan 1513 (10.111 min): VX012431.D (-1505) (-) #63
117 Chlorobenzene-d5
Concen: 50.000 ua/l
82 RT: 10.11 min Scan# 1513[QEEiylhles
Refs0 Delta R.T.  0.00 min MSVOAX _
o Lab File: VX012645.D gg%“tsamp'e'd-
Acq: 24 Sep 2019 20:01 "
o 40 63 7 99
miz--> 40 60 80 100 120 140 160 ' 19t lon:117 Resp: 247708
Abundance lon Ratio Lower Upper
117 117 100
82 51.7 45.9 68.9
82 119 31.9 25.3 37.9
Ravg
Abundance [on 116.90 (116.60 to 117.60): \
250000} lon 82.00 (81.70 to 82.70): VX(
0 m H\ w oy 95 104] || 126 140 154 169
- RN SR TTTTTITTTTI] 200000 10.11
miz--> 80 100 120 140 160
Abundance
117 150000
Sub 82 100000 N
% / N
50000 \ y. \
52 / /
40 NNV A
0 1T I T T |6|4.|7|3| I 1T lglg |]-0|8| T | 1T |]-4|.0| |]-|5|4.| |1|69|| 0/7’7\1 T T T T T T T I T I\I_/\\I‘/I
miz--> 40 80 100 120 140 160 Time--> 1000 1010  10.20
Abundance Scan 1835 (12.074 min): VX012431.D (-1829) (-) #72
150 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1
RT: 12.07 min Scan# 1835
Refs0 Delta R.T. 0.00 min
Lab File: VX012645.D
Acq: 24 Sep 2019 20:01
0! . .
miz--> 40 60 8 100 120 140 160 180 200 A 19t lon:152 Resp: 112022
Abundance lon Ratio Lower Upper
150 152 100
115 64.6 44.1 132.3
150 158.4 0.0 343.8
Ravsg
41 55 g9 115 Abundance fon 151,90 (151.60 to 152.60): \
1 95 200000] 1on 114.90 (114.60 to 115.60):
125
ol il M Al F n m ‘\m |16 || as9181 200
m/z--> 0 60 100 120 140 160 180 200 150000
Abundance
150
100000 12.07
Sub5O
115 50000 /\
52 78 / \
ol %8 63 % 125136 | 163 181 200 - _
miz--> 40 60 8 100 120 140 160 180 200 ITime-> 1208 1210

VX012645.D 82X092319W.M
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/Abundance Scan 1661 (11.013 min): VX012431.D (-1654) (-) #73
105 Isopropvlbenzene
Concen: 34.595 ua/l
RT: 11.01 min Scan# 1661 WSiinC)is
Ref50 Delta R.T.  0.00 min e X _
120 Lab File: VX012645.D |SUAClEis
g 7 Acq: 24 Sep 2019 20:01 ==
2 ‘
) . .
miz--> 40 60 80 100 120 140 160 180 200 Tat 1on:105 Resp: 315642
‘Abundance lon Ratio Lower Upper
105 105 100
120 25.6 12.9 38.7
RaWSO
55 Abundance lon 105.00 (104.70 to 105.70): \
41 120 lon 120.00 (119.70 to 120.70):
o %\ 1L ‘ 140 157169 184 207 | 250000 1ot
miz--> 40 60 80 100 120 140 160 180 200 200000
Abundance
105
150000
Sub 100000
50
120
. . 50000 /A\
ol 30 65 | 9 140 157 170 184 __ 207 0
miz--> 40 60 8 100 120 140 160 180 200  Mime-> 1095 1100 1105 1110
/Abundance Scan 1717 (11.355 min): VX012431.D (-1712) (-) #78
gL n-propylbenzene
Concen: 58.781 ug/I
RT: 11.35 min Scan# 1717
Refs0 Delta R.T. 0.00 min
120 Lab File: VX012645.D
o Acq: 24 Sep 2019 20:01
o2 | 179 207 251 281
e e LLE . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 19t lon: 91 Resp: 603793
‘Abundance lon Ratio Lower Upper
91 91 100
120 22.0 11.3 33.8
RaWSO
Abundance on 91.00 (90.70 to 91.70): VXC
120 lon 120.00 (119.70 to 120.70):
39 S .
oL o e A35150165 185200 500000 %
miz-—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 400000
Abundance
91
300000
Sub 200000
50
120 100000
65 /ﬂ\
ol 50 135150165 185 207 0
mwﬁﬂ?wwwwwmm T T T T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time--> 1130 1140
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Abundance Scan 1785 (11.769 min): VX012431.D (-1776) (-) #83
119 tert-Butvlbenzene
Concen: 2.641 ua/l
91 RT: 11.77 min Scan# 1785yl
Ref50 Delta R.T.  0.00 min e X _
™ Lab File: VX012645.D |SUAClEis
noog 7 | 167 Acq: 24 Sep 2019 20:01
0'"|I|'I'||"|In'l"'|I||'I'!nI'|I|"'I'|!I"llllllllllllllllll"?(I)Q"' _ _
miz--> 40 60 80 100 120 140 160 180 200 Tat lon:119 Resp: 19494
‘Abundance lon Ratio Lower Upper
43 71 119 100
57
91 47.5 30.0 90.0
134 25.9 11.3 33.9
RaWSO
Abundance |on 119.00 (118.70 to 119.70): \
13 lon 91.00 (90.70 to 91.70): VX(
‘ 85 20000
ot 9| 26 341 1017 a1
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 15000
71
43
A
57 10000
Sub
50
5000
85 113
o 99 134 156 170 201 0
miz--> 4 60 80 100 120 140 160 180 200 Time--> 1170 11,80
/Abundance Scan 1813 (11.940 min): VX012431.D (-1807) (-) #85
105 sec-Butylbenzene
Concen: 35.860 ug/I
RT: 11.94 min Scan# 1813
Refs0 Delta R.T. 0.00 min
Lab File: VX012645.D
77 91 134 Acqg: 24 Sep 2019 20:01
o 39 51 g5 117
miz--> 4 60 8 100 120 140 160 180 200 | 19T lon:105 Resp: 307831
‘Abundance lon Ratio Lower Upper
- 105 105 100
134 29.0 9.8 29.4
41
RaWSO n
85 Abundance |on 105.00 (104.70 to 105.70): \
134 lon 134.00 (133.70 to 134.70):
12
bt Al ‘,\M; Il -‘-”H“. ik, ﬁ ‘. 152165 182 200 | 29000 H
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance
105
57 150000
Sub50 7 100000
41 85
134 50000
M7 182165 181 200 | g S -
miz--> 40 60 80 100 120 140 160 180 200 [Time--> 1190 1200
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/Abundance Scan 1886 (12.385 min): VX012431.D (-1879) (-) #89
a1 n-Butvlbenzene
Concen: 44 _.731 ua/l
146 RT: 12.39 min Scan# 1886 SIS
Refs0 Delta R.T. 0.00 min
1 13 Lab File:  VX012645.D
050 o 7 Acg: 24 Sep 2019 20:01
122
P Y AL A A 3 Tat lon: 91 Resp: 305312
Abundance lon Ratio Lower Upper
o1 91 100
92 45.3 27.7 83.0
134 42 .5 12.9 38.6#
Rawso 69
41 55 Abundance on 91.00 (90.70 to 91.70): VX(
109 134 300000] lon 92.00 (91.70 to 92.70): VX({
o ‘\ s ‘H L ‘ L ”152 164175 200 250000
miz--> 40 60 8 100 140 160 12.39
Abundance 200000
91
150000
Sub_ 100000\
134 50000 \ \
67
o X L PP s e asson | ol N/ # ==
miz--> 40 60 80 100 140 Time--> 12.30  12.35  12.40 '
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