Quantitation Report (Not Reviewed)

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX090820\

Data File : VX018280.D

Aca On - 08 Sep 2020 17:11

Operator : JC/SP

sample - PB131451ZHE#01

Misc - 5.0mL/MSVOA X/WATER e IR0
ALS Vial : 19 Sample Multiplier: 1

Quant Time: Sep 09 01:23:21 2020

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W.M
Quant Title : SW846 8260

OLast Update : Fri Aug 21 03:03:56 2020

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) Pentafluorobenzene 5.63 168 451882 50.00 ua/l 0.00
34) 1.,4-Difluorobenzene 6.84 114 727715 50.00 ug/l 0.00
63) Chlorobenzene-d5 10.10 117 741945 50.00 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.06 152 374107 50.00 ug/I1 0.00
Svstem Monitorina Compounds
33) 1.2-Dichloroethane-d4 6.03 65 322182 51.36 ua/l 0.00
Spiked Amount 50.000 Recoverv = 102.72%
35) Dibromofluoromethane 5.47 113 253477 51.14 ua/l 0.00
Spiked Amount 50.000 Recoverv = 102.28%
50) Toluene-d8 8.70 98 927076 50.22 ua/l 0.00
Spiked Amount 50.000 Recoverv = 100.44%
62) 4-Bromofluorobenzene 11.12 95 357404 49.21 ua/l 0.00
Spiked Amount 50.000 Recovery = 98.42%
Target Compounds Qvalue
10) Methyl lodide 2.50 142 254 5.336 ua/l # 57
11) Tert butyl alcohol 3.01 59 7380 6.050 ua/Zl # 75
13) Acrolein 2.25 56 658 1.301 ug/l 84
16) Acetone 2.42 43 59383 24 .293 ua/l # 88
18) Methyl Acetate 2.75 43 7139 1.210 ua/Zl # 84
20) Methylene Chloride 2.84 84 16479 2.180 ug/l 96
25) 2-Butanone 4.64 43 8638 2.150 ua/l # 62
28) Bromochloromethane 5.01 49 928 0.216 ua/Zl # 11
36) 1.,1-Dichloropropene 5.63 75 34927 5.204 ua/l # 52
38) Carbon Tetrachloride 5.63 117 47794 6.318 ua/Zl # 16
43) Isopropvl Acetate 6.42 43 104480 8.298 ua/l 98
48) Methvl methacrvlate 7.65 41 6209 0.991 ua/l # 20
49) 1.4-Dioxane 7.70 88 173 1.524 ua/l # 1
51) 4-Methvl-2-Pentanone 8.60 43 103791 13.344 ua/l # 45
54) cis-1.3-Dichloropropene 8.60 75 40426 4.613 ua/l # 62
59) 2-Hexanone 9.52 43 109236 18.470 ua/l # 52
76) 1.2.3-Trichloropropane 11.12 75 182813 21.967 ua/l # 36
80) 1.3.5-Trimethvlbenzene 11.49 105 4781 0.236 ua/l 93
81) trans-1.4-Dichloro-2-buten 11.12 75 182813 59.329 ua/l # 12
92) 1.2-Dibromo-3-Chloropropan 12.98 75 458 0.210 ua/Zl # 10

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX090820\

Data File : VX018280.D

Aca On - 08 Sep 2020 17:11

Operator : JC/SP

sample - PB131451ZHE#01

Misc - 5_0mL/MSVOA X/WATER e IR0
ALS Vial : 19 Sample Multiplier: 1

Quant Time: Sep 09 01:23:21 2020

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
Quant Title SW846 8260

OLast Update Fri Aug 21 03:03:56 2020

Response via Initial Calibration

Abundance TIC: VX018280.D
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Abundance Scan 745 (5.629 min): VX018044.D (-732) (-) #1

168.0 Pentafluorobenzene
Concen: 50.000 ua/l
99.0 RT: 5.63 min Scan# 746
Refs0 Delta R.T. 0.01 min
Lab File: VX018280.D
ey 137.0 Acq: 08 Sep 2020 17:11 HFEEEARISIN
ol37:0 Lol 1 | | 208.2 2443 281.2
"'l"""""" """""""'""""""""""""' - -
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tat lon:168 Resp: 451882
‘Abundance lon Ratio Lower Upper
168.0 168 100
99 59.3 46.3 69.5
99.0
Rawsg
Abundance |on 167.90 (167.60 to 168.60): \
1370 lon 98.90 (98.60 to 99.60): VXQ
75.0 5.63
51.0
0...,....,'.!'.".'I'.‘..I.i....“,....',.ll..,. ,192,12,275,255,728,21, 150000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance Scan 746 (5.635 min): VX018280.D (-696) (-)
168.0 100000
SUbso 99.0
50000
137.0
ol37.1 I \ | 1921 2246 255.7 2928 ‘
nmz--> 40 60 80 100 120 140 160 180 200 220 240 260 260  Time-> 550 560 570 5.0
/Abundance Scan 230 (2.490 min): VX018044.D (-219) (-) #10
141.9 Methyl lodide
Concen: 5.336 ug/I
RT: 2.50 min Scan# 232
Refs0 Delta R.T. 0.01 min

Lab File: VX018280.D
Acq: 08 Sep 2020 17:11

36.1 63.4 88.2 114.8 184.0 221.3 270.4

0 ] ]

miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19T lon=142 Resp: 254

Abundance lon Ratio Lower Upper
142 100

127 15.7 37.0 55.6#
141 0.0 11.5 17.3#

R aWwgg

Abundance |on 141.80 (141.50 to 142.50): \
lon 126.80 (126.50 to 127.50): \

400 lon 140.80 (140.50 to 141.50):
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 300
Abundance Scan 232 (2.501 min): VX018280.D (-181) (-)
41.9
67.0 2.50
142.0 200
Sub
50
100
, T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 [Time--> 248 250 252
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Abundance Scan 317 (3.020 min): VX018044.D (-307) (-) #11
59.0 Tert butvl alcohol
Concen: 6.050 ua/l
RT: 3.01 min Scan# 315
Refs0 Delta R.T. -0.01 min
Lab File: VX018280.D
Acq: 08 Sep 2020 17:11 rESEAIEEE
0 83.5108.6133.2  179.3 208.0 269.3 298.4
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19t lon:z 59 Resp: 7380
‘Abundance lon Ratio Lower Upper
59.0 89.0 59 100
57 1.4 8.9 13.3#
RaWSO
Abundance lon 59.00 (58.70 to 59.70): VX(Q
0001 |on 57.00 (56.70 to 57.70): VXQ
- 207.1
0 125.6 153.2 179.6 231.3 2500 3.01
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance Scan 315 (3.007 min): VX018280.D (-268) (-) 2000
59.0 89.0
1500
Sub
0 1000
500
35,
125.6 153.2 179.6 207.0231 3 o
0
IIIIIIIIIIIIIIIIIIIII
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Time--> 2.90 2.95 3.00 3.05
Abundance Scan 195 (2.276 min): VX018044.D (-187) (-) #13
56.0 Acrolein
Concen: 1.301 ug/1l
RT: 2.25 min Scan# 191
Refs0 Delta R.T. -0.02 min
Lab File: VX018280.D
Acq: 08 Sep 2020 17:11
I L 801 121.8149.5175.1 207.3233.1 264.0289.4
Ol e PP e P e T T R e e PR . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tgt lon: 56 Resp: 658
‘Abundance lon Ratio Lower Upper
44. 56 100
55 57.8 57.0 85.6
RaWSO
Abundance lon 56.00 (55.70 to 56.70): VXQ
207.0 lon 55.00 (54.70 to 55.70): VXQ
128.9 600
9 163.9 286.4
0 500
miz-—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 25
Abundance Scan 191 (2.251 min): VX018280.D (-146) (-) A
400
64.2
300
Sub 207.1
U0%0! 38. 200
100
oL o
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280  Mime--> 2.25 2.30
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/Abundance Scan 219 (2.422 min): VX018044.D (-211) (-) #16
43.0 Acetone
Concen: 24 .293 ua/l
RT: 2.42 min Scan# 219
Ref50 Delta R.T. -0.00 min
Lab File: VX018280.D
Acq: 08 Sep 2020 17:11
0 89.0 120.2145.3171.4 208.0 263.2 298.0
e P AR P e e e e R . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19t lon: 43 Resp: 59383
Abundance lon Ratio Lower Upper
43.0 43 100
58 25.5 25.5 38.3#
Rawg
Abundance |on 43.00 (42.70 to 43.70): VX(
40000 lon 58.00 (25:.270 to 58.70): VXJ
el 69.7 949 127.2152.4 194.2 222.7 280.9 A
e SRR DR SRS SRS L ST
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 30000
Abundance Scan 219 (2.422 min): VX018280.D (-170) (-)
43.0
20000
Sub
50
10000
0 68.2 94.9 127.21524 194.2 222.7 0
B R K K ! e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Time--> 2.35 2.40 2.45 250
Abundance Scan 273 (2.752 min): VX018044.D (-265) (-) #18
43.0 Methyl Acetate
Concen: 1.210 ug/Il
RT: 2.75 min Scan# 273
Ref50 Delta R.T. -0.00 min
240 Lab File: VX018280.D
: Acq: 08 Sep 2020 17:11
0 112.9137.9162.8  207.3 235.0 270.3295.2
b e e R R S e S S e T e . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tgt lon: 43 Resp: 7139
‘Abundance lon Ratio Lower Upper
43.0 43 100
74 30.6 18.2 27 .4#
Rawg
Abundance |on 43.00 (42.70 to 43.70): VX(
73.9 lon 74.00 (73.70 to 74.70): VX0
4000
o g.1 127.8 1821272 450 2811 e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 3000
Abundance Scan 273 (2.751 min): VX018280.D (-224) (-)
43.0
2000
Sub
50
73.9 1000
127.8 196.1 261.4
oL fthablal .w%m.‘. foos | e SUased O
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time--> 270 275 280
VX018280.D 82X082120W.M Wed Sep 09 01:22:34 2020
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MSVOA_X

ClientSampleld :
PB131451ZHE#01
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Abundance Scan 286 (2.831 min): VX018044.D (-275) (-) #20

.0 83.9 Methvlene Chloride
Concen: 2.180 ua/l
RT: 2.84 min Scan# 287
Delta R.T. 0.01 min
Lab File: VX018280.D ety )
Acq: 08 Sep 2020 17:11

Refs0

108.4

147.4 189.7 221.3 251.2 291.1

o . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tat lon: 84 Resp: 16479
Abundance lon Ratio Lower Upper
49.0 84 100
84.0 49 120.6 98.6 148.0
51 43.0 29.6 44 .4
Ravi, 86 66.1 49.8 74.6
Abundance lon 83.90 (83.60 to 84.60): VX(Q
lon 48.90 (48.60 to 49.60): VXQ
lon 50.90 (50.60 to 51.60): VX0
o 107.9 1436 1734 2071 24892725 1500015 85.90 (85.60 to 86.60): VX
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance Scan 287 (2.837 min): VX018280.D (-237) (-)
. 10000
490 840 4
Sub
50 5000
bt 4| 112.2139.9166.2 102.8 219.3 248.9 283.9 0
bbbt b P T T e T TR T [T b e
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280  Time--> 2.75 2.80 2.85 2.90 2.95
Abundance Scan 583 (4.642 min): VX018044.D (-571) (-) #25
43.0 2-Butanone
Concen: 2.150 ug/I1
RT: 4.64 min Scan# 582
Refs0 Delta R.T. -0.01 min
790 Lab File:  VX018280.D
Acq: 08 Sep 2020 17:11
0 103.5 136.7 163.5190.7 241.0266.9 297.4
rrr el e PR P TR e e e A . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19T lon: 43 Resp: 8638
‘Abundance lon Ratio Lower Upper
79.1 43 100
72 43.6 19.8 29.6#
Rawgg) 43.0
Abundance |on 43.00 (42.70 to 43.70): VX(
lon 72.00 (71.70 to 72.70): VX0
3000 464
0 110.8 1493 207.1p33.3 268.7 i
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2500
Abundance Scan 582 (4.635 min): VX018280.D (-534) (-)
41 2000
1500
Sub
50| 43.0 1000
500
0 100.8 149.3 207.9233.3 268.7
—
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Time--> 460 470
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Abundance Scan 639 (4.983 min): VX018044.D (-624) (-) #28

49.0 129.9 Bromochloromethane
Concen: 0.216 ua/l
RT: 5.01 min Scan# 644
Delta R.T. 0.03 min
Lab File: VX018280.D
Acq: 08 Sep 2020 17:11 |HEERESEAISAE

Refs0

0 171.1195.8220.3 249.4 281.4

miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tat lon: 49 Resp: 928
Abundance lon Ratio Lower Upper
49 100

129 6.8 0.0 4 _6#
130 0.0 64.6 96 .8#

RaWSO
207.0 Abundance lon 48.90 (48.60 to 49.60): VX(Q
110.2 137.8 lon 128.80 (128.50 to 129.50): \
2955 400} on 129.80 (129.50 to 130.50):
0 5.01
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ;
Abundance Scan 644 (5.013 min): VX018280.D (-590) (-)
44.2
200
Sub
50
100
822 1102 1378
%1619 209.0 2362 295.5
0 TTT I” ‘I T T T T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time--> 490 495 500 505
Abundance Scan 811 (6.032 min): VX018044.D (-797) (-) #33
64.0 1,2-Dichloroethane-d4

Concen: 51.358 ug/I
RT: 6.03 min Scan# 811

Refs0 Delta R.T. -0.00 min
Lab File: VX018280.D
102.0 Acq: 08 Sep 2020 17:11
0 37.0 Il Iy | 142.9 171.2  206.9 255.0 282.3
T L S . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 19T lon: 65 Resp: 322182
Abundance lon Ratio Lower Upper
65.0 65 100
67 50.1 0.0 105.8
RaW50
Abulndan(():g lon 64.90 (64.60 to 65.60): VXQ
1019 lon 66.90 (66.60 to 67.60): VXQ
36.9 6.03
Orrtpet e 552, A6LL 1903 2374 2813
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance Scan 811 (6.031 min): VX018280.D (-762) (-) 100000
65.0
Sub
o 50000
101.9
0369 |l M 131.2  174.4 208.4 237.4  281.2
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 ime--> 590 6.00 6.10 6.20
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Abundance Scan 943 (6.836 min): VX018044.D (-930) (-) #34
114.0 1.4-Difluorobenzene
Concen: 50.000 ua/l
RT: 6.84 min Scan# 943
Ref50 Delta R.T. -0.00 min
Lab File: VX018280.D
63.0 gg0 Acq: 08 Sep 2020 17:11
037-01 [ s I | 141.9 170.2  209.3 263.6
N A - . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tat lon:114 Resp: 727715
Abundance lon Ratio Lower Upper
114.0 114 100
63 19.3 0.0 42 .6
88 15.8 0.0 31.8
Rawsg
Abundance |on 113.90 (113.60 to 114.60): \
63.0 lon 63.00 (62.70 to 63.70): VX0
88.0 4000001 5, 87.90 (87.60 to 88.60): VXQ
0 37.0 | | | 148.7 1875 219.3 271.7296.6
R A e e L s
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300000 6.84
Abundance Scan 943 (6.836 min): VX018280.D (-894) (-)
114.0
200000
Sub
50
100000
63.0 gg.0 /\
037‘9\” " 148.7  193.9 220.8 295.1
A L M L T e
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time--> 6.70 6.80 6.90 7.00
/Abundance Scan 719 (5.471 min): VX018044.D (-705) (-) #35
96.9 Dibromofluoromethane
Concen: 51.145 ug/1
RT: 5.47 min Scan# 719
Ref50 61.0 Delta R.T. -0.00 min
Lab File: VX018280.D
1919 Acq: 08 Sep 2020 17:11
o320, i Lyl 10O 1509 2213 2507 2017
e e e . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tgt lon:113 Resp: 253477
‘Abundance lon Ratio Lower Upper
1160.9 113 100
111 103.2 81.6 122.4
192 19.4 15.8 23.8
Rawsg
Abundance |on 112.80 (112.50 to 113.50):
78.9 191.9 120000/ lon 110.80 (110.50 to 111.50): V
150.8 I lon 191.70 (191.40 to 192.40):
43.8 134.9 237.9 2795
038 L s M 2370 2795 100000
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 47
Abundance Scan 719 (5.470 min): VX018280.D (-670) (-) 80000
110.9
60000
Sub_, 40000
78.9 191.9 20000
ol 544 H | || 13491598 m 237.9 2795
e e ARSI T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280  [Time-> 530 540 550 5.60

VX018280.D 82X082120W.M

Wed Sep 09 01:22:

35 2020

PB131451ZHE#01
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/Abundance Scan 768 (5.769 min): VX018044.D (-757) (-) #36
78.0 116.9 1.1-Dichloropropene
' Concen: 5.204 ua/l
RT: 5.63 min Scan# 745
Ref50 Delta R.T. -0.14 min
Lab File: VX018280.D Ry )
Acq: 08 Sep 2020 17:11
ol 142.7 169.0 197.1221.2 266.8
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 19t lon: 75 Resp: 34927
Abundance lon Ratio Lower Upper
168.0 75 100
110 11.8 18.0 54 . 0#
99.0 77 0.0 24.4 36.6#
Rawg
Abundance |on 74.90 (74.60 to 75.60): VX(
137.0 lon 109.90 (109.60 to 110.60): \
75. lon 76.90 (76.60 to 77.60): VXQ
ol 440 1y ,, 1l | | 192.0216.4 279.7 15000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 563
Abundance Scan 745 (5.629 min): VX018280.D (-719) (-)
168.0 10000
99.0
Sub
S0 5000
137.0
75.0
o370 i L L 2006 279.6 ~/”Vk;
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280  MTime—> 550 560 5.0
/Abundance Scan 765 (5.751 min): VX018044.D (-754) (-) #38
116.9 Carbon Tetrachloride
Concen: 6.318 ug/I
50 RT: 5.63 min Scan# 746
Ref50 ' Delta R.T. -0.12 min
Lab File: VX018280.D
41.0 Acq: 08 Sep 2020 17:11
ol 153.2 188.8 225.2 252.9 283.3
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tgt lon:117 Resp: 47794
‘Abundance lon Ratio Lower Upper
168.0 117 100
119 4.4 75.8 113.6#
95.0 121 0.5 23.4 35.0#
Rawg
Abundance |on 116.80 (116.50 to 117.50): \
137.0 lon 118.80 (118.50 to 119.50): \
' lon 120.80 (120.50 to 121.50):
Orrer2L: 0, L ,| ..,, 1, | | 192.1 2275 255.7 282.1 20000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 563
Abundance Scan 746 (5.635 min): VX018280.D (-716) (-) 15000
168.0
10000
Sub 9.0
50
5000
137.0
750
o3t L 207.0 240.1  281.2
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280  Mime--> 5.50 5.60 5.70
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Abundance Scan 874 (6.416 min): VX018044.D (-861) (-) #43

43.0 Isopropvl Acetate
Concen: 8.298 ua/l
RT: 6.42 min Scan# 874
Ref50 Delta R.T. -0.00 min
Lab File: VX018280.D B
87.0 Acq: 08 Sep 2020 17:11
o 109.9133.0 177.2 207.0 237.3 267.9
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 10t lon: 43 Resp: 104480
Abundance lon Ratio Lower Upper
43.0 43 100
61 19.0 15.7 23.5
87 13.7 10.3 15.5
Rawsg
Abundance |on 43.00 (42.70 to 43.70): VX(
lon 61.00 (60.70 to 61.70): VX0
87.0 50000] 10N 87.00 (86.70 to 87.70): VXQ
0 119.3 150.2 182.4206.9 274.2
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 40000 6.42
Abundance Scan 874 (6.415 min): VX018280.D (-825) (-)
430 30000
Sub 20000
50
10000
87.0
o 111.1136.0 182.4 217.4 283.3 ol
T | T T T T | T T T T | T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time-->  6.30 6.40 6.50
Abundance Scan 1093 (7.751 min): VX018044.D (-1081) (-) #48
410 699 Methyl methacrylate
Concen: 0.991 ug/I
RT: 7.65 min Scan# 1076
Ref50 Delta R.T. -0.10 min

Lab File: VX018280.D
Acq: 08 Sep 2020 17:11

127.2154.1 191.2 224.8 255.8 282.3

0 ) )
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tgt lon: 41 Resp: 6209
‘Abundance lon Ratio Lower Upper
41.0 41 100
69 7.9 65.5 98 .3#
39 0.0 44 .5 66.7#
Rawg
Abundance |on 41.00 (40.70 to 41.70): VX(
lon 69.00 (68.70 to 69.70): VXC
65.01203 155.4 1503 207.2 4000{lon 39.00 (38.70 to 39.70): VXQ
0
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.65
Abundance Scan 1076 (7.647 min): VX018280.D (-1044) (-) 3000
41.0
2000
Sub
50
1000
682 10281060 155.4 184.8 280.9 o
0
A I S
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280  Time--> 7.55 7.60 7.65 7.70 7.75
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Abundance Scan 1087 (7.714 min): VX018044.D (-1079) (-) #49
84.0 1.4-Dioxane
58.0 Concen: 1.524 ua/l
RT: 7.70 min Scan# 1084
Refs0 Delta R.T. -0.02 min
Lab File: VX018280.D
Acq: 08 Sep 2020 17:11
0 , 112.0 139.9 171.5197.1 227.9 259.8
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 10T lon:z 88 Resp: 173
Abundance lon Ratio Lower Upper
57.0 88 100
43 0.0 27 .4 41.0#
58 522.5 56.4 84 .6#
Rawsg
Abundance |on 88.00 (87.70 to 88.70): VX(
lon 43.00 (42.70 to 43.70): VX0
86.0 2000) on 58.00 (57.70 to 58.70): VXQ
0 137.6 1650 2069 2513 2844
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1500
Abundance Scan 1084 (7.695 min): VX018280.D (-1038) (-)
57.0
1000
Sub
50
500
86.0 M
0 o | 1232 15441804 2187 2513 284.4 04:/\/i
"'|""|""|'---|-n-l-n-|-n- T T T T T T T T T T T T T L e L e |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 ITime--> 7.68 7.70
Abundance Scan 1248 (8.696 min): VX018044.D (-1241) (-) #50
94.0 Toluene-d8
Concen: 50.223 ug/1
RT: 8.70 min Scan# 1248
Refs0 Delta R.T. -0.00 min
Lab File: VX018280.D
420 701 Acq: 08 Sep 2020 17:11
ol Jl 121.0146.6  190.9 221.2 267.0
bl R e T e S e e e . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 19T lon: 98 Resp: 927076
‘Abundance lon Ratio Lower Upper
09d.1 98 100
100 64.7 52.2 78.4
Rawsg
Abundance |on 98.00 (97.70 to 98.70): VX(
lon 100.00 (99.70 to 100.70): V
42.0 mo 8.70
0 ,[ 122.5 160.6183.4 208.8 265.0 600000
.”“.”“.”“”.“”.“”..”..”..”..”.”..”..””,””
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance Scan 1248 (8.695 min): VX018280.D (-1199) (-)
9.1 400000
Sub
S0 200000
420 70.0
ol gl 122.5  160.6183.4 208.8 265.0
rrefebllepleprndl 1220 10001834 2088 2R — e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time--> 860 870 8.80 8.90
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/Abundance Scan 1236 (8.623 min): VX018044.D (-1227) (-) #51

43.0 4-Methyl-2-Pentanone
Concen: 13.344 ua/l
RT: 8.60 min Scan# 1232 Syl
Refs0 Delta R.T.  -0.02 min  SUEEES _
Lab File: VX018280.D ggfgfialf;ﬁé%’l
85.0 Acq: 08 Sep 2020 17:11
o | | h11.0133.2 158.7 185.1209.0 256.3281.1
L - L e Lo . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | o€ lon: 43 Resp: 103791
Abundance lon Ratio Lower Upper
57.0 43 100
58 5.3 30.7 46.1#
Rawg
Abundance |on 43.00 (42.70 to 43.70): VX(
lon 58.00 (57.70 to 58.70): VX0
101.1 60000 8.60
o 137.7 167.3191.0 229.6 281.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance Scan 1232 (8.598 min): VX018280.D (-1187) (-)
57.0 40000
Sub
50 20000
‘ ‘ 101.1
o | 126.4 155.8 1910 2260 281.0 0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time--> 8.50 8.60 8.70
/Abundance Scan 1202 (8.415 min): VX018044.D (-1194) (-) #54
73.0 cis-1,3-Dichloropropene
Concen: 4.613 ug/I
RT: 8.60 min Scan# 1232
Refs0] 390 Delta R.T. 0.18 min
Lab File: VX018280.D
Acq: 08 Sep 2020 17:11
ol 146.4 173.4  209.1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 19T lon:z 75 Resp: 40426
‘Abundance lon Ratio Lower Upper
57.0 75 100
77 0.2 25.8 38.8#
39 31.2 38.8 58.2#
Rawg
Abundance |on 74.90 (74.60 to 75.60): VX(
lon 76.90 (76.60 to 77.60): VX0
101.1 lon 39.00 (38.70 to 39.70): VX({
137.7 167.3191.0 229.6 281.0
0 30000 8.60
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 ;
Abundance Scan 1232 (8.598 min): VX018280.D (-1153) (-)
57.0
20000
Sub50
10000
101.1
ol | 141.7 180.5 209.1 236.2  280.9
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280  [Time--> 855 860 8.65
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Abundance Scan 1376 (9.476 min): VX018044.D (-1366) (-) #59
43.0 2-Hexanone
Concen: 18.470 ua/l
RT: 9.52 min Scan# 1384 Syl
Refs0 Delta R.T.  0.05 min e X _
Lab File: VX018280.D ggfgfialf;ﬁé%’l
1001 Acq: 08 Sep 2020 17:11
71.1 :
0 125.8 156.2 191.0217.8 266.4 298.7
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10t lon: 43 Resp: 109236
Abundance lon Ratio Lower Upper
574.0 43 100
58 18.8 26.6 79.7#
Rawsg
Abundance |on 43.00 (42.70 to 43.70): VX(
100000 lon 58.00 (57.70 to 58.70): VX(Q
87.0 9.52
0 111.9137.1163.4189.9 224.2  265.3 50000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance Scan 1384 (9.524 min): VX018280.D (-1327) (-)
57.0 60000
sub 40000
50
20000
l 87.0
0 I | 12091457 1787 207.0 265.3 0
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Time--> 9.50 9.55
Abundance Scan 1646 (11.122 min): VX018044.D (-1639) (-) #62
93.0 4-Bromofluorobenzene
176.0 Concen:  49.212 ug/Il
RT: 11.12 min Scan# 1646
Ref50 Delta R.T. -0.00 min
Lab File: VX018280.D
50.0 Acq: 08 Sep 2020 17:11
0 .|. y Ly 4 141.0 210.1 2443
el bbbt e e S e e . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19T lonz 95 Resp: 357404
‘Abundance lon Ratio Lower Upper
95.0 174.0 95 100
174 84.0 0.0 160.2
176 76.3 0.0 155.8
Rawsg
Abundance on 94.90 (94.60 to 95.60): VX(
50.0 4000001 |on 173.80 (173.50 to 174.50): \
lon 175.80 (175.50 to 176.50):
IR B ¥ 142.9 2001 24222668 298.¢
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 | 300000 1112
Abundance Scan 1646 (11.122 min): VX018280.D (-1597) (-)
95.0 174.0
200000
Sub
50
100000
50.0
Ol e 1429 || 200.8 2422 2784
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Time--> 11.05 11.10 11.15 11.20
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Abundance Scan 1478 (10.098 min): VX018044.D (-1467) (-) #63
117.0 Chlorobenzene-d5
Concen: 50.000 ua/l
821 RT: 10.10 min Scan# 1478[Sifiuhis
Refs0 Delta R.T.  -0.00 min  JSUEEES _
Lab File: VX018280.D ggfgfialf;ﬁé%’l
5.0 Acq: 08 Sep 2020 17:11
stk 2052 11092072 2504210
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 10T fon:z117 Resp: 741945
Abundance lon Ratio Lower Upper
117.0 117 100
82 52.9 44 .2 66.2
119 32.0 25.7 38.5
RaWSO 82.1
Abundance |on 116.90 (116.60 to 117.60): \
54.0 lon 82.00 (81.70 to 82.70): VXQ
lon 118.90 (118.60 to 119.60):
ol il 147.4 176.2 207.1 _ 249.0 280.9
e e e e e e e [ 600000 10.10
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance Scan 1478 (10.098 min): VX018280.D (-1429) (-)
117.0
400000
Sub 82.1
50 200000
54.0
o...,...‘.,....,....,....‘,....1‘.‘.7.‘.‘....15‘.?.9 e 2o 280:2 0
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time—> 10.00 1010 10,20
Abundance Scan 1800 (12.061 min): VX018044.D (-1794) (-) #H72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1
1191 RT: 12.06 min Scan# 1800
Refs0 Delta R.T. -0.00 min
Lab File: VX018280.D
Acq: 08 Sep 2020 17:11
0 177.0 207.1  254.1 282.6
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tgt lon:152 Resp: 374107
‘Abundance lon Ratio Lower Upper
150.0 152 100
115 58.4 41.5 124.5
150 156.4 0.0 343.8
Rawsg
115.0 Abundance |on 151.90 (151.60 to 152.60): \
lon 114.90 (114.60 to 115.60): \
600000{ lon 149.90 (149.60 to 150.60):
0 181.2207.1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 500000
Abundance Scan 1800 (12.0615n;i.r(1)): VX018280.D (-1751) (-) 400000
300000 12.06
Sub 200000
100000
| e
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time-->  12.00 12.10
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Abundance Scan 1672 (11.281 min): VX018044.D (-1668) (-) #76
73.0 1.2.3-Trichloropropane
Concen: 21.967 ua/l
RT: 11.12 min Scan# 16460yl
Refs0 110.0 Delta R.T. -0.16 min  MSELES _
2.0 Lab File: VX018280.D ggfgfial?ﬁle%jl
Acq: 08 Sep 2020 17:11
o | | | 144.9 176.2 207.1 262.2287.7
"'I"""' TrrryTT - -
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 | 10t lon: 75 Resp: 182813
‘Abundance lon Ratio Lower Upper
95.0 1740 75 100
77 1.5 20.8 62 .2#
RaWSO
Abundance lon 74.90 (74.60 to 75.60): VXJ
50.0 lon 77.00 (76.70 to 77.70): VX0
11.12
N T Y 142.9 200.1 242.2266.8 208.¢| 150000
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance Scan 1646 (11.122 min): VX018280.D (-1623) (-)
95.0 174.0 100000
Sub
50 50000
50.0
o...,..“..‘;”.l‘.w“.mil 1429 il 2088 2022 2850 e s
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Time--> 11.10 11.20
/Abundance Scan 1707 (11.494 min): VX018044.D (-1701) (-) #80
105.1 1,3,5-Trimethylbenzene
Concen: 0.236 ug/Il
RT: 11.49 min Scan# 1706
Refs0 Delta R.T. -0.01 min
Lab File: VX018280.D
30,0 63.0 Acq: 08 Sep 2020 17:11
o , .1156.1182.4207.1 2343  281.1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Tgt 1on:105 Resp: 4781
‘Abundance lon Ratio Lower Upper
106.1 105 100
120 52.6 24 .1 72.2
Rawsg
Abundance lon 105.00 (104.70 to 105.70): \
44.0 lon 120.00 (119.70 to 120.70): \
. 141.0 173.8 2073 441 296.3 4000 1149
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance Scan 1706 (11.487 min): VX018280.D (-1658) (-) 3000
105.1
2000
Sub
50
1000
58.8
. 141.0167.2 2073 o441 296.3
=
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280  Time--> 11.45 11.50
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Abundance Scan 1636 (11.061 min): VX018044.D (-1630) (-) #81
530 84.0 trans-1.4-Dichloro-2-butene
' Concen: 59.329 ua/l
RT: 11.12 min Scan# 1646t
Refs0 Delta R.T. 0.06 min gfvif*s_x ol
Lab File: VX018280.D lals=tiaEe] o
Acq: 08 Sep 2020 17:11 |HFEREEEASAR
ol 124.0 1537  193.0217.3 253.8 281.1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10T lon: 75 Resp: 182813
Abundance lon Ratio Lower Upper
95.0 1740 75 100
53 0.3 74.7 112.1#
89 0.1 36.6 54 _8#
Rawgg
Abundance lon 74.90 (74.60 to 75.60): VXC
50.0 200000 lon 53.00 (52.70 to 53.70): VXQ
lon 88.90 (88.60 to 89.60): VXQ
NI T 142.9 200.1  242.2266.8 298.¢
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 | 150000 112
Abundance Scan 1646 (11.122 min): VX018280.D (-1587) (-)
93.0 174.0
100000
Sub
50
50000
50.0
et b 1429 2068 2422 2850 0
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 Time--> 1110 11,20
Abundance Scan 1951 (12.982 min): VX018044.D (-1941) (-) #92
75.0 151.0 1,2-Dibromo-3-Chloropropane
Concen: 0.210 ug/Il
3.0 RT: 12.98 min Scan# 1951
Refs0 Delta R.T. -0.00 min
Lab File: VX018280.D
119.0 Acq: 08 Sep 2020 17:11
o 186.8210.0234.1
miz-—> 40 60 80 100 120 140 160 180 200 220 240 260 280 = 19T lon: 75 Resp: 458
Abundance lon Ratio Lower Upper
75 100
155 0.0 40.2 120.6#
157 15.5 55.0 165.2#
Rawgg
Abundance lon 74.90 (74.60 to 75.60): VXC
2813 300{ lon 154.80 (154.50 to 155.50): \
997 12521513, 238.5 : lon 156.80 (156.50 to 157.50):
0 ' 250
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.98
Abundance Scan 1951 (12.981 min): VX018280.D (-1902) (-) 200
39.2 88.2
281.3 150
Sub50 . 100
| .
ol HKHIRAL L L —————
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time--> 12.95 13.00
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