Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021224\
Data File : VX040191.D

Acqg On : 12 Feb 2024 11:57

Operator : JC/MD

Sample : P1411-01

Misc : 5.00g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Time: Feb 12 14:22:43 2024

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.M
Quant Title : SW846 8260

QLast Update : Mon Feb 12 00:21:14 2024

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.550 168 93876 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.763 114 157686 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 147731 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 83021 50.000 ug/l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 60935 43.631 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery =  87.260%

35) Dibromofluoromethane 5.385 113 46337 42.079 ug/l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 84.160%

50) Toluene-d8 8.647 98 191821 46.567 ug/l 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery =  93.140%

62) 4-Bromofluorobenzene 11.085 95 83721 49.834 ug/l1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 99.660%

Target Compounds Qvalue
18) Methyl Acetate 2.727 43 3690 2.400 ug/1 98
39) Methylcyclohexane 7.372 83 6299 3.514 ug/1 97
67) Ethyl Benzene 10.195 91 1589 0.289 ug/l 97
73) Isopropylbenzene 10.963 105 18367 3.141 ug/1 100
78) n-propylbenzene 11.3e5 91 40677 5.746 ug/l 98
85) sec-Butylbenzene 11.890 105 35278 5.688 ug/l # 71
89) n-Butylbenzene 12.335 91 78006 15.894 ug/1 84

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021224\
Data File : VX040191.D

Acqg On : 12 Feb 2024 11:57

Operator : JC/MD

Sample : P1411-01

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Time: Feb 12 14:22:43 2024

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.M
Quant Title : SW846 8260

QLast Update : Mon Feb 12 00:21:14 2024

Response via : Initial Calibration

Abundance TIC: VX040191.D\data.ms
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Abundance Scan 733 (5.556 min): VX040179.D\data.ms (-72 #1

168.1 | pentafluorobenzene
Concen: 50.000 ug/1l
99.0 RT:  5.550 min Scan# 7
Ref 50 Delta R.T. -0.000 min [US\AeLEVS
Lab File: VX040191.D [GUEhISEIEH
751 118.01371 Acq: 12 Feb 2024 11:57 HEEEERY
0\\\‘4\'7\.\9\i‘\\‘\“\“‘\h\\‘\“‘\‘\\\H‘}\\\“\l‘\\‘\‘\\‘
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 93876

Abundance  Scan 722 (5.550 min): VX040191 D\data.ms 10N Ratio  Lower Upper

168.1 | 168 100
99 58.6 56.6 85.0
99.0
Raw 50
Abundance
137.1
75.1 118.1 30000
\?\’6\.‘0\ ?\5‘\']“.\ \h\“\“‘ } T \‘\“‘ TTT \H‘ ‘\ T \“ T ‘\‘\ T ‘\ ‘\ \‘
m/z--> 40 60 80 100 120 140 160
Abundance 20000
168.1
99.0
sub 10000
137.1
36.0 55.1 75.1 118.1 | 7
— e e e e [T T T T
miz--> 40 60 80 100 120 140 160 Time--> 5.40 550 5.60 5.70

Abundance Scan 265 (2.703 min): VX040179.D\data.ms (-25 #18

43.0 Methyl Acetate
Concen: 2.400 ug/l
RT: 2.727 min Scan# 269
Ref 50 Delta R.T. ©.024 min
74.0 Lab File:  VX@4@191.D
‘ 59.1 Acq: 12 Feb 2024 11:57
0 T ’ }‘\ T \" L ‘ T T T ‘ L ‘ L ‘ T
miz--> 40 60 80 100 120 140 Tgt Ion: 43 Resp: 3690
Abundance  Scan 269 (2.727 min): VX040191.D\datams | 10N Ratio Lower Upper
43.1 43 100
74 21.5 17.8 26.8
Raw 50
Abundance
74.1
oLl >3° 141.7 1500
T ’ L ’ L ‘ T T T ‘ L ‘ L ‘ T
m/z--> 40 60 80 100 120 140
Abundance
43.0 1000
Sub 50 500
74.1
59.0 141.7
G\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140  Time--> 2.70 2.80
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51.0

102.0
351

30 40 50 60 70 80 90 100 110

Abundance Scan 799 (5.958 min): VX040179.D\data.ms (-78 #33

1,2-Dichloroethane-d4

Concen: 43.631 ug/1l

RT: 5.958 min Scan# 7{Ei8lEies
Delta R.T. -0.000 min [US\IeJEDS

Acq: 12 Feb 2024 11:57 [EZEEEES)

Tgt Ion: 65 Resp: 60935

Scan 799 (5.958 min): VX040191.D\data.ms
65.0

51.0
102.0

37‘.0 ‘ ‘

30 40 50 60 70 80 90 100 110

Ion Ratio Lower Upper
65 100
67 51.6 0.0 100.2

Abundance
20000

15000

65.0

51.0
102.0
37.0

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub
50
0

m/z-->

30 40 50 60 70 80 90 100 110

10000

5000

Time--> 5.80 5.90 6.00 6.10

Ref 50

114.1

63.0 88.0

1 e
aly g Mn |

o

m/z-->

30 40 50 60 70 80 90 100 110 120

Abundance Scan 931 (6.763 min): VX040179.D\data.ms (-92 #34

1,4-Difluorobenzene
Concen: 50.000 ug/l

RT: 6.763 min Scan# 931
Delta R.T. -0.000 min

Lab File: VX040191.D
Acq: 12 Feb 2024 11:57

Tgt Ion:114 Resp: 157686

Abundance  Scan 931 (6.763 min): VX040191 D\data.ms 10N Ratio  Lower Upper
114.1 114 100
63 20.7 0.0 45.0
88 15.9 0.0 36.6
Raw 50
Abundance
co1 63.1 by 881 60000
0 \‘\3\\7\.‘]-\\\\“.\\\‘\‘w‘}\\““\H\'\“\\\\‘\1‘\\‘\\\\‘\“\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance 40000
114.1
Sub
50 20000
63.1 88.1
N 50.1 75.1 \
S-S R R SR S N SN e s
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90
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Abundance Scan 705 (5.385 min): VX040179.D\data.ms (-69 #35

97.0 Dibromofluoromethane
Concen: 42.079 ug/1l
RT: 5.385 min Scan# 7{gEigtllElples
Ref 50 61.0 Delta R.T. -0.000 min [US\YeLDX
Lab File: VvX040191.D [(SUEhISEIlellEIl0f
18.9 1920 Acq: 12 Feb 2024 11:57 [EEEEZ)
0 ‘?T?"g‘\h : M‘ - ‘UH ‘\}Hu‘\i“ " ‘H‘\‘ R ‘]‘.‘5?‘?‘ - ‘\“\‘ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 46337
Abundance  Scan 705 (5.385 min): VX040191 D\datams | 10N Ratlo Lower Upper
111.0 113 100
111 105.1 82.9 124.3
192 19.2 13.3  19.9
Raw 50
Abundance ‘
80.9 192.0 15000 5.‘ 85
G\\\4E4\..\J-\\‘\\\\H\\HH\‘\\\‘\‘\\\\‘\\]\-\5?\.?\\‘\\‘!‘\‘
m/z-—-> 40 60 80 100 120 140 160 180
Abundance 10000
111.0
Sub 50 5000
80.9 192.0
oba40 199 e
m/z-> 40 60 80 100 120 140 160 180 Time--> 530 540 550

Abundance Scan 1032 (7.379 min): VX040179.D\data.ms (-1 #39

83.1 Methylcyclohexane
55.1 Concen: 3.514 ug/1
RT: 7.372 min Scan# 1031
Ref 50 41.1 98.2 Delta R.T. -0.006 min
Lab File: VX040191.D
‘ ‘ ‘ 69.1 Acq: 12 Feb 2024 11:57
0\‘\\\i"\‘\\\i‘i‘r‘\‘\‘\\‘r‘J‘J\\\‘\“‘r‘r‘\\‘\\r‘\“\\\\’
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 83 Resp: 6299
Abundance Scan 1031 (7.372 min): VX040191.D\datams | 100 Ratlo Lower Upper
551 83.2 83 100
' 55 82.8 64.6 97.0
98 42.5 36.7 55.1
Raw 50 411 98.2
Abundance
70.2
L, ]
0\‘\\\\"\“\\\’\“\\‘\‘\\‘\H‘\\\\“\‘\‘\\‘\\\‘\“\\\\
miz--> 30 40 50 60 70 80 90 100 2000
Abundance
55.1 83.2 1500
1000
Sub 41.1
50 98.2
70.2 500
O e e e el o
m/z--> 30 40 50 60 70 80 90 100 Time--> 7.30 7.40
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Abundance Scan 1240 (8.647 min): VX040179.D\data.ms (-1 #50

98.1 Toluene-d8
Concen: 46.567 ug/1l
RT: 8.647 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.006 min [ISMOLWS
Lab File: VvX040191.D [(SIEIEERIslEEI0f
420 544 701 Acq: 12 Feb 2024 11:57 LERERZ
0 \‘\\H‘iH‘\\‘H\‘M‘i\‘\‘\“\\\ﬁz\‘.\]T\‘H‘\““\\H‘H\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 191821
Abundance Scan 1240 (8.647 min): VX040191 D\datams | 100 Ratlo Lower Upper
98.1 98 100
100 64.6 53.1 79.7
Raw 50
Abundance
8.6
42.1 70.1
54.0
0\‘\\\\i!\\\‘\‘l\\‘\}\‘\l\\\ﬁz\.\]T\‘\\‘\““\\\J\-]‘-\z\.\]-\‘\ 100000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance
98.1
50000
Sub
50
42.1 70.1
54.0
O prrrtbr b b 22t rllh 1121 e
miz--> 30 40 50 60 70 80 90 100 110  Time--> 8.60 8.70
Abundance Scan 1639 (11.079 min): VX040179.D\data.ms (- #62
931 4-Bromofluorobenzene
174.1 | Concen: 49.834 ug/1l
75.0 RT: 11.085 min Scan# 1640
Ref 50 Delta R.T. ©0.006 min
50.0 Lab File: VX040191.D
' Acq: 12 Feb 2024 11:57
0 117.0 140.9 |
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
miz--> 40 60 80 100 120 140 160 180 gt Ion: 95 Resp: 83721
Abundance Scan 1640 (11.085 min): VX040191 D\datams 10N Ratio Lower Upper
95.1 95 100
174.0 174 68.0 0.0 135.6
571 176 65.6 0.0 131.0
Raw 50
Abundance
11.085
50000
ol T bl Ml 12520050
m/z--> 40 60 80 100 120 140 160 180 40000
Abundance
95.1 174.0 30000
Sub 75.1 20000
50
50.0 10000
0 118.0 143.0 0 —=
— T
miz--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10

VX040191.D 82X020924W.M
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Ref 50

o

Abundance Scan 1471 (10.055 min): VX040179.D\data.ms (

117.1

82.1

54.1

40.0 H
i 2 1 99.1

m/z-->

30 40 50 60 70 80 90 100110120130

#63

Chlorobenzene-d5
Concen: 50.000 ug/1l
Delta R.T. -0.000 min [US\IeJEDS
Acq: 12 Feb 2024 11:57 [EZEEEES)

Tgt Ion:117 Resp: 147731

Abundance

Scan 1471 (10.055 min): VX040191.D\data.ms
1171

82.1

54.1

43‘1 H [ Ll 99.0 |

30 40 50 60 70 80 90 100110120130

Ion Ratio Lower Upper
117 100

82 57.0 46.2 69.4
119 31.5 25.5 38.3

Abundance
100000

80000

1171

82.0

54.1
40.0 99.0

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

30 40 50 60 70 80 90 100 110120130

60000

40000

20000

Time--> 10.00 10.10 10.20

Ref 50

o

Abundance Scan 1494 (10.195 min): VX040179.D\data.ms (-

91.1

106.1

51.0 65.0
359 ||, N (TR | Ll

m/z-->

30 40 50 60 70 80 90 100110120130

#67

Ethyl Benzene

Concen: 0.289 ug/l

RT: 10.195 min Scan# 1494
Delta R.T. -0.000 min

Lab File: VX040191.D

Acq: 12 Feb 2024 11:57

Abundance

Scan 1494 (10.195 min): VX040191.D\data.ms
55.1 69.1 111.1
41.0 91.1

126.2

30 40 50 60 70 80 90 100110120130

Tgt Ion: 91 Resp: 1589
Ion Ratio Lower Upper
91 100

16 33.06 24.9 37.3

911 1111

67.1 126.2
50.0

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

30 40 50 60 70 80 90 100110120130

Abundance
10.195
1000
500
OV ‘ T T T T ‘ T L T T
Time--> 10.15 10.20

VX040191.D 82X020924W.M

Tue Feb 13 15:12:

19 2024

RT: 10.055 min Scan#t 1{gSagilnlcle

Lab File: VvX040191.D [(SIEIEERIslEEI0f
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Abundance Scan 1794 (12.024 min): VX040179.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 12.024 min Scan#t 1Sl
Ref 50 115.1 Delta R.T. -0.000 min [US\AeLEVS
501 780 Lab File: VX040191.D |(GUIEINEERTIEIH
‘ Acq: 12 Feb 2024 11:57 ERELZY
0! ‘i“w“\“‘}“i““‘\“““‘\““
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 83621
Abundance Scan 1794 (12.024 min): VX040191.D\data.ms | 10N Ratio Lower Upper
150.1 152 100
115 61.7 43.3 129.9
150 157.3 0.0 345.0
Raw
>0 521 781 115.1 Abundance
: 100000
Ov—v—r‘“mw‘ MA b ;“ PRMNENS S 80000
mlz--> 40 60 80 100 120 140 160 12.024
Abundance
150.1 60000
Sub 40000
50 115.1
501 780 20000
LS e L U S S SR S O\H‘w”‘w”“’
miz--> 40 60 80 100 120 140 160  Time-> 11.95 12.00 12.05

Abundance Scan 1620 (10.963 min): VX040179.D\data.ms (- #73

105.1 Isopropylbenzene
Concen: 3.141 ug/1
RT: 10.963 min Scan# 1620
Ref 50 Delta R.T. -0.000 min
120.2 Lab File: VX040191.D
51.0 77.1 Acq: 12 Feb 2024 11:57
00360 Ll
miz--> 40 60 30 100 120 140 Tgt IOI’]Z:!.@S Resp: 18367
Abundance Scan 1620 (10.963 min): VX040191 D\data.ms | 10N Ratio Lower Upper
105.1 105 100
120 25.6 12.9 38.6
Raw 50
55.0 120.1 Abundance
39.0 71.0 ‘
ob— ‘\‘}\ J‘ : “\MM\‘ ‘MM : ‘\“\‘“‘ M‘\“\ - ‘1‘4“0"3‘
m/z--> 40 60 80 100 120 140 10000
Abundance
105.1
sub 5000
50
120.1
77.0
o o 140.3 0 J
miz--> 0 6 80 100 120 140 Time--> 10.90 11,00
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Abundance Scan 1676 (11.305 min): VX040179.D\data.ms (- #78

91.0 n-propylbenzene
Concen: 5.746 ug/1l
RT: 11.305 min Scan#t 1(gSidtinl=lgles
Ref 50 Delta R.T. -0.000 min [SVCLES
Lab File: VvX040191.D [(SIEIEERIslEEI0f
Acq: 12 Feb 2024 11:57 [EZEEEES)
0:\39‘\‘.11‘ \“\ “‘\ ‘\‘ “‘\‘\‘ L I :\1_9\3‘2\ [ \2\8\1\:
m/z--> 50 100 150 200 250 Tgt Ion: 91 Resp: 408677
Abundance Scan 1676 (11.305 min): VX040191.D\datams | 1o0 Ratio Lower Upper
91.1 91 100
120 21.9 11.5 34.4
Raw 50
Abundance
55.1 30000
oL U\ ih‘\\‘\w H\‘n \“H“ \:}L%S‘l‘ L e ‘2‘8‘1‘;
miz--> 50 100 150 200 250
Abundance 20000
91.1
Sub
50 10000
0 51.0 138.3 281.1
R A N M LS
miz--> 50 100 150 200 250 Time-->

Abundance Scan 1772 (11.890 min): VX040179.D\data.ms (- #85
105.1 sec-Butylbenzene
Concen: 5.688 ug/l
RT: 11.890 min Scan# 1772
Ref 50 Delta R.T. -0.000 min
Lab File: VX040191.D

77.1 134.2 Acq: 12 Feb 2024 11:57

eV T B
0\\\“‘\\‘i\“\‘\\\‘\\\\“\‘\\‘\‘\\\‘\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 Tgt Ion:1@5 Resp: 35278

/Abundance Scan 1772 (11.890 min): VX040191.D\data.ms ig; 23510 Lower Upper

134  32.6 9.8 29.4#

Raw 50
Abundance
25000
0,
m/z--> 40 60 80 100 120 140 160 20000
Abundance
57.1 105.1 15000
Sub 10000
50 85.2
5000
39.0 127.2
0 152.2 0l— S
T B A o L A T
m/z--> 40 60 80 100 120 140 160 Time--> 11.85 11.90
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Abundance Scan 1844 (12.329 min): VX040179.D\data.ms (- #89
911 n-Butylbenzene
Concen: 15.894 ug/1l
RT: 12.335 min Scan#t 1{gigiil=gles
Ref 50 146.1 Delta R.T. -0.000 min [ISNOLWS
Lab File: Vx040191.D [SUERIEEICIe
301 65.1‘ 11‘1-1 ‘ ‘ Acq: 12 Feb 2024 11:57 EEEEPY
[ \H““\ \‘Mi gl ‘”‘\‘\ \“1”“ flogily “\“ \‘i“\ T i T i T
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 91 Resp: 78006
Abundance Scan 1845 (12.335 min): VX040191.D\data.ms | 100 Ratlo  Lower Upper
91.1 91 100
92 45.3 27.4 82.0
134 36.0 12.6 37.8
Raw 50 69.1
411 Abundance
109.2 1342
IR 50000
0' “‘\‘\\\“H\‘\\‘\H‘\\\”\‘\\\\
m/z--> 40 60 80 100 120 140 160 40000
Abundance
91.0 30000
Sub 20000
50
69.1 134.2 10000
109.2 \ J
oberon M L) Ly 1661 o
miz--> 40 60 80 100 120 140 160  Time--> 12.25 12.30 12.35
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