Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\
Data File : VX006095.D

Acq On : 19 Nov 2018 17:00

Operator : JC/MD

Sample : J5951-01 10X

Misc : 5.00g/10mL/100uL/5.00mI/MSVOA_X/MEOH

ALS Vial : 18 Sample Multiplier: 1

Quant Time: Nov 20 09:47:54 2018

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X110718W.M
Quant Title : SW846 8260

QLast Update : Wed Nov 07 14:40:53 2018

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) Pentafluorobenzene 5.66 168 148512 50.00 ug/1 0.00
34) 1,4-Difluorobenzene 6.86 114 215676 50.00 ug/Il 0.00
63) Chlorobenzene-d5 10.12 117 174349 50.00 ug/Il 0.00
72) 1,4-Dichlorobenzene-d4 12.08 152 95015 50.00 ug/1 0.00
System Monitoring Compounds
33) 1,2-Dichloroethane-d4 6.07 65 78802 46.15 ug/Il 0.00
Spiked Amount 50.000 Recovery = 92 .30%
35) Dibromofluoromethane 5.50 113 67713 46.16 ug/1 0.00
Spiked Amount 50.000 Recovery = 92.32%
50) Toluene-d8 8.71 98 231871 47 .54 ug/Il 0.00
Spiked Amount 50.000 Recovery = 95.08%
62) 4-Bromofluorobenzene 11.14 95 89503 51.04 ug/I 0.00
Spiked Amount 50.000 Recovery = 102.08%
Target Compounds Qvalue
39) Methylcyclohexane 7.46 83 40047 19.00 ug/Il 94
73) l1sopropylbenzene 11.02 105 29767 5.42 ug/1l 99
78) n-propylbenzene 11.36 91 63678 9.83 ug/Il 99
85) sec-Butylbenzene 11.94 105 35697 6.18 ug/Il 98
89) n-Butylbenzene 12.39 91 67895 14.32 ug/1 # 78

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Time:
Quant Method
Quant Title
QLast Update
Response via

Quantitation Report (QT/LSC Reviewed)
Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX111918\

VX006095.D

19 Nov 2018 17:00

JC/MD

J5951-01 10X

5.00g/10mL/100uL/5.00mI/MSVOA_X/MEOH

18 Sample Multiplier: 1

Nov 20 09:47:54 2018
- Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X110718W.M
SwW846 8260
Wed Nov 07 14:40:53 2018
Initial Calibration
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Abundance Scan 739 (5.659 min): VX005825.D (-727) (-) #1
168 Pentafluorobenzene
Concen: 50.00 ug/Il
99 RT: 5.66 min Scan# 740
Refs0 Delta R.T. 0.01 min
Lab File: VX006095.D
75 118 137149 Acq: 19 Nov 2018 17:00
0":"37I'4'8"(I31'"II'"'8§'I'Ii""”I'"'|I'=|"I'I"I R R
miz--> 40 60 80 100 120 140 160 Tgt lon:168 Resp: 148512
‘Abundance lon Ratio Lower Upper
168 168 100
99 44 .2 40.7 61.1
Ravsg 99
Abundance lon 167.90 (167.60 to 168.60): \
e L s0000] 10" 98-90 (Zségo t0 99.60): VX
37 5161 P84 | | \ 1 \ i
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII 50000
miz--> 40 60 80 100 120 140 160
Abundance 40000
168
30000
Sub_ 99 20000
s 7 149 1000
ol 37 51 61 75 84 ‘
miz--> 40 60 80 100 120 140 160 Mme-> 550 560 570 580
/Abundance Scan 806 (6.068 min): VX005825.D (-795) (-) #33
6b 1,2-Dichloroethane-d4
Concen: 46.15 ug/Il
RT: 6.07 min Scan# 806
Refs0 51 Delta R.T. -0.00 min
Lab File: VX006095.D
102 Acq: 19 Nov 2018 17:00
7 U - N " S N
miz--> 30 40 50 60 70 8 90 100 110 | 19t lon: 65 Resp: 78802
‘Abundance lon Ratio Lower Upper
65 65 100
67 55.5 0.0 105.0
Rawsg
51 Abundance lon 64.90 (64.60 to 65.60): VXQ
102 lon 66.90 (66.60 to 67.60): VXQ
o P 4 || sollo s 30000 i
miz-—-> 0 40 50 60 70 8 90 100 110
Abundance
65 20000
Sub
50 10000
51
102
ol 2 aa | s 70 e
miz--> 30 40 50 60 70 8 90 100 110 ITime-> 590 6.00 610 620
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Abundance Scan 936 (6.860 min): VX005825.D (-925) (-) #34
114 1,4-Difluorobenzene
Concen: 50.00 ug/1
RT: 6.86 min Scan# 936
Ref50 Delta R.T. -0.00 min
63 Lab File: VX006095.D
5 88 Acq: 19 Nov 2018 17:00
mz-> 30 40 50 60 70 80 90 100 110 120 | 19T fon:114 Resp: 215676
Abundance lon Ratio Lower Upper
114 114 100
63 21.8 0.0 42.8
88 15.0 0.0 31.2
Rawsg
Abundance |on 113.90 (113.60 to 114.60):
63 120000{ lon 63.00 (62.70 to 63.70): VXO
50 57 69 75 81 88 94
37 44
O ettt | 200000 6,86
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance 80000
114
60000
Sub_ 40000
63 20000
50 57 88 94 //A\\
o 37 1 69 7 81 ol s
mz-> 30 40 50 60 70 80 90 100 110 120 Time-> 6.0 680 600 7.00
Abundance Scan 714 (5.507 min): VX005825.D (-701) (-) #35
97 Dibromofluoromethane
i Concen:  46.16 ug/l
RT: 5.50 min Scan# 713
Ref50 61 Delta R.T. -0.01 min
Lab File: VX006095.D
79 192 Acq: 19 Nov 2018 17:00
37 47 . “123 1§0 173 1
miz--> 40 60 80 100 120 140 160 180 | 19T fon:113 Resp: 67713
‘Abundance lon Ratio Lower Upper
14n 113 100
111 100.6 82.3 123.5
192 23.2 17.9 26.9
Rawsg
Abundance |on 112.80 (112.50 to 113.50):
192 lon 110.80 (110.50 to 111.50):
9 o3
44 I ‘ 160 173 ||| 30000
R L S UL UL S S
m/z--> 40 60 80 100 120 140 160 180 550
Abundance
111 20000
Sub
50 10000
o1 192
0 93 160 173 |
miz--> 40 60 80 100 120 140 160 180 [Time-> 540 550 560
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Abundance Scan 1034 (7.458 min): VX005825.D (-1024) (-) #39
83 Methylcyclohexane
Concen: 19.00 ug/1
55 RT: 7.46 min Scan# 1034 [WSUUuEhIs
Ref50 a1 08 Delta R.T. -0.00 min  MSNELES _
Lab File: VX006095.D  AGASELIEUE
69 Acq: 19 Nov 2018 17:00
N Y P S S R _ _
miz—-> 30 40 50 60 70 80 90 100 110 Tgt lon: 83 Resp: 40047
‘Abundance lon Ratio Lower Upper
55 83 83 100
55 86.6 63.7 95.5
98 44 .1 36.2 54.2
Ravsg 41 98
Abundance |on 83.00 (82.70 to 83.70): VX{
69 lon 55.00 (54.70 to 55.70): VXQ
L \ 62‘\J‘ 7ol 91 | 112 20000
LU A UL LI IS I UL LS WS 7.46
m/z--> 30 80 90 100 110
Abundance 15000
55 83
b 10000
su 50 41 98
69 5000
62 7 91 112 |
O L L UL L N
miz--> 30 80 90 100 110 Time--> 7.40 7.50 7.60
Abundance Scan 1240 (8.714 min): VX005825.D (-1233) (-) #50
98 Toluene-d8
Concen: 47 .54 ug/Il
RT: 8.71 min Scan# 1240
Refs0 Delta R.T. -0.00 min
Lab File: VX006095.D
42 s4 70 Acg: 19 Nov 2018 17:00
82
o . .
miz--> 0 60 80 100 120 140 160 Tgt lon: 98 Resp: 231871
‘Abundance lon Ratio Lower Upper
98 98 100
100 63.6 51.3 76.9
Rawsg
Abundance lon 98.00 (97.70 to 98.70): VX{
lon 100.00 (99.70 to 100.70): V
42 g4 70
. T Ty “.‘ 112 | | 155' 170 150000: 8.71
LR L AL L L L L DL L DL
m/z--> 40 60 80 100 120 140 160
Abundance
98 100000
Sub
50 50000
42 gy 70
Oty B2 M2 185 170
miz--> 40 60 80 100 120 140 160 Time--> 8.65 8.70 8.75 8.80 8.85
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Abundance Scan 1638 (11.140 min): VX005825.D (-1631) (-) #62
9% 17 4-Bromofluorobenzene
Concen: 51.04 ug/1
RT: 11.14 min Scan# 1638UEiint)ls
Refs0 75 Delta R.T.  -0.00 min  JSUEEES _
Lab File: VX006095.D  |AUQILEEIEICCE
50 Acq: 19 Nov 2018 17:00
o3 8 106117 130 143 155
miz--> 40 60 8 100 120 140 160 180 200 A 19t lon: 95 Resp: 83503
Abundance lon Ratio Lower Upper
57 95 100
23 %5 174  88.2 0.0 184.4
174 176 86.1 0.0 177.4
Rawg
71 Abundance lon 94.90 (94.60 to 95.60): VXQ
lon 173.80 (173.50 to 174.50):
oLl \H‘\m e m‘\ 112 125 142153 | 184 200 80000
rrrprrrryrrrryrrr T e T T e T T e T T T 11.14
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 60000
95 174
40000
Sub 75
50
43 20000
57 ‘
oM e g0 | o L
m/z--> 40 60 80 100 120 140 160 180 200 [Time--> 1110 1115 '
Abundance Scan 1470 (10.116 min): VX005825.D (-1462) (-) #63
117 Chlorobenzene-d5
Concen: 50.00 ug/I
82 RT: 10.12 min Scan# 1470
Refs0 Delta R.T. -0.00 min
Lab File: VX006095.D
54 Acq: 19 Nov 2018 17:00
I P | S NS
miz--> 30 40 50 60 70 80 90 100 110 120 130 | 19t lon:ll7 Resp: 174349
‘Abundance lon Ratio Lower Upper
117 117 100
82 53.6 44 .1 66.1
119 32.9 26.2 39.2
Ravk, 82
Abundance |on 116.90 (116.60 to 117.60): \
54 lon 82.00 (81.70 to 82.70): VXQ
ﬁo 47, _ 67 75 | 89 99 109 ||124 150000
0"I""I""I""I""I""I'"'I""I""I""I""I"' 10.12
m/z--> 30 40 50 70 80 90 100 110 120 130
Abundance
117 100000
Sub 82
50 50000
54
o 047 61 75 8 99 124 o
m/z--> 30 4 ! 0 70 80 90 100 110 120 130 Mime-> 1000 1010 1020 1030
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Abundance Scan 1792 (12.079 min): VX005825.D (-1785) (-) #H72
130 1,4-Dichlorobenzene-d4
Concen: 50.00 ug/1
RT: 12.08 min Scan# 1792|QEULCIis
Refs0 e Delta R.T.  -0.00 min  JSUEEES _
28 Lab File:  VX006095.D  SRNSCIMEIECE
52 Acq: 19 Nov 2018 17:00
91 134
o 40 64 L8 T
miz-—> 40 60 80 100 120 140 160 180 Tgt lon:152 Resp: 95015
Abundance lon Ratio Lower Upper
150 152 100
115 54_.4 39.4 118.1
150 153.3 0.0 346.4
Rawsg
115 Abundance |on 151.90 (151.60 to 152.60): \
52 78 lon 114.90 (114.60 to 115.60):
41 o7 ‘ 95 150000
ol ol Sl 05 1125136 261171 184
m/z--> 40 80 100 120 140 160 180
Abundance
1%0 100000
12.08
SUbso 50000
115
52 78
oL 0 63 97 125 139 | 161 173184 i
m/z--> 40 i 80 100 120 140 160 180  Mime--> 1205 1210 1215
Abundance Scan 1618 (11.018 min): VX005825.D (-1611) (-) #73
105 Isopropylbenzene
Concen: 5.42 ug/1
RT: 11.02 min Scan# 1618
Refs0 Delta R.T. -0.00 min
120 Lab File:  VX006095.D
51 77 Acq: 19 Nov 2018 17:00
39 65 u
orﬁﬁaﬂkfr+rwh.... e . .
miz-—> 40 60 8 100 120 140 160 180 Tgt lon:105 Resp: 29767
‘Abundance lon Ratio Lower Upper
105 105 100
120 26.5 13.1 39.3
Rawg 55
69 Abundance |on 105.00 (104.70 to 105.70): \
4 79 120 lon 120.00 (119.70 to 120.70):
‘ ‘ ‘ 95 o 25000 1100
ok ..MJ..““j,MJIK.HJM .MMM,MMJ:.,‘:. erri24 109 184
m/z--> 40 60 80 100 120 140 160 180 20000
Abundance
105 15000
Sub 10000
50
120 5000
51 77
N AN |
m/z--> 40 80 100 120 140 160 180  Time-> 10,95 11.00 1105 1110
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Abundance Scan 1674 (11.359 min): VX005825.D (-1669) (-) #78
9 n-propylbenzene
Concen: 9.83 ug/Il
RT: 11.36 min Scan# 1674{QEUChis
Refs0 Delta R.T.  -0.00 min  JSUEEES _
120 Lab File: VX006095.D  |AUQILEEIEICCE
65 Acq: 19 Nov 2018 17:00
bt e 282
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 A 19T lonz 91 Resp: 63678
Abundance lon Ratio Lower Upper
g1 91 100
120 23.2 11.9 35.5
Rawg
Abundance on 91.00 (90.70 to 91.70): VX(
120 60000} lon 120.00 (119.70 to 120.70):
11.36
0 ,,w,u,,‘,m,,\?,, by | 136152167182 | 50000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance 40000
91
30000
Sub_ 20000
120 10000 /\
65
ol 50 137152167182 Of S —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time--> 1130 11,40
Abundance Scan 1770 (11.945 min): VX005825.D (-1763) (-) #85
105 sec-Butylbenzene
Concen: 6.18 ug/Il
RT: 11.94 min Scan# 1770
Refs0 Delta R.T. -0.00 min
Lab File: VX006095.D
77 91 134 Acq: 19 Nov 2018 17:00
o 39 51 45 115
e 4y 80 80 0 10 o 1% o | T9t 10n:105 Resp: 35697
‘Abundance lon Ratio Lower Upper
57 105 100
105 134 19.5 10.2 30.4
41 71
Rawk, 9%
8 Abundance [on 105.00 (104.70 to 105.70): \
lon 134.00 (133.70 to 134.70):
30000 11.94
oL 1 \I‘\I\I LUl "I i \;\I‘H{'{S ‘H‘ F-f\;gl .152 17-0.]]8.2. i
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 20000
105
b 41 I
Stbg, g5 9 10000
127
o 115 | 139 152 170 44, o
m/z--> 40 A 80 100 120 140 160 180 Tme-> 1190 1200
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Abundance Scan 1843 (12.390 min): VX005825.D (-1836) (-) #89
9L n-Butylbenzene
Concen: 14.32 ug/1
146 RT: 12.39 min Scan# 1843
Refs0 Delta R.T. -0.00 min
13 Lab File:  VX006095.D
e o5 75 ‘ ‘ Acq: 19 Nov 2018 17:00
ol 10 ,|,|,12,2,,., N
miz--> 40 60 80 100 120 140 160 180 Tgt lon: 91 Resp: 67895
Abundance lon Ratio Lower Upper
oL 91 100
92 43.3 26.1 78.2
. 134 46.8 13.1 39.3#
Rawsol ) 55 81
Abundance lon 91.00 (90.70 to 91.70): VXC
109 134 lon 92.00 (91.70 to 92.70): VXQ
60000
ol bl ML Il M m‘H i Hw 1Ptaea 75185
miz--> 40 60 80 120 140 160 180 50000 12.39
Abundance
o 40000
30000
Sub
50 20000
69 81 . 134 10000 ﬂ&\
olg Bt L a6 1ea17s1ss e— \J
miz--> 40 80 100 120 140 160 180  [Time-> 1230 12.35 1240 12.45
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