Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Time:
Quant Method :
Quant Title
QLast Update

Quantitation Report

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG110818\

- BG037892.D
- 8 Nov 2018 19:15

- JU/SJ

- J5858-13

- 11 Sample Multiplier: 1

Nov 09 14:41:32 2018

; Thu Oct 18 14:06:42 2018

Response

53354
240333
161060
358785
319111
287379

166908
152223
345186
205764
844289
1203704

12491
43313
20488
20488

652
14621

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

(Not Reviewed)

Conc Units Dev(Min)

ng
ng
ng
ng
ng
ng

ng
ng
ng
ng
ng
ng

Response via Initial Calibration
Internal Standards R.T. Qlon
1) 1,4-Dichlorobenzene-d4 8.09 152
21) Naphthalene-d8 10.91 136
39) Acenaphthene-d10 14.73 164
64) Phenanthrene-d10 17.47 188
76) Chrysene-di12 21.75 240
87) Perylene-di12 25.08 264
System Monitoring Compounds
5) 2-Fluorophenol 5.63 112
7) Phenol-d6 7.24 99
23) Nitrobenzene-d5 9.27 82
42) 2,4,6-Tribromophenol 16.21 330
45) 2-Fluorobiphenyl 13.35 172
79) Terphenyl-dl4 20.07 244
Target Compounds
10) Phenol 7.26 94
19) n-Nitroso-di-n-propylamine 9.27 70
51) 2,6-Dinitrotoluene 14.73 165
57) 2,4-Dinitrotoluene 14.73 165
65) 4,6-Dinitro-2-methylphenol 16.21 198
67) 4-Bromophenyl-phenylether 16.21 248
(#) = qualifier out of range (m) = manual

8270-BG101818.M Fri Nov 09 14:37:17 2018

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

Abundance
2900000

2800000

2700000

2600000

2500000

2400000

2300000

2200000

2100000

2000000

1900000

1800000

1700000

1600000

1500000

1400000

1300000

1200000

1100000

1000000

900000

800000

700000

600000

500000

400000

300000

200000

100000

0

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG110818\

BG0O37892.D
8 Nov 2018 19:15

Ju/sJ

J5858-13

Quantitation Report

11 Sample Multiplier: 1

Nov 09 14:41:32 2018

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG101818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Thu Oct 18 14:06:42 2018
Calibration

2-Fluorophenol,S

henol,C Phenol-d6,S

Initial

1,4-Dichlorobenzene-d4,1

NiNitheszeire-gEoBylamine, P

Naphthalene-d8,|

2-Fluorobiphenyl,S

2@eDapiitehereo, |

(Not Reviewed)

TIC: BG037892.D

2;BBmidpnyebndphEnoer

Phenanthrene-d10,1

| aa g
FerprenyraisS

Chrysene-d12,1

Perylene-d12,1

A

Time-->

4.00

6.00

I
8.00

10.00

12.00

A
LI B S e

14.00

8270-BG101818.M Fri Nov 09 14:37:18 2018

16.00

18.00

20.00

22.00

24.00

26.00

28.00

30.00 32.00
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Abundance

Refs0

0!
m/z-->
Abundance

Rawg

04
m/z-->
Abundance

Sub
50

m/z-->

Abundance

Refs0

0

Scan 820 (8.109 min): BG037414.D (-812) (-)
1%0

115
52 78
40 63 87 g9

30 40 50 60 70 80 90 100 110 120 130 140 150 160

150

115
52 78

40
61 87 99

30 40 50 60 70 80 90 100 110 120 130 140 150 160

150

115
52 78

38 61 87 g9

wmwﬁTrwmmmﬂm
30 40 50 60 70 80 90 100 110 120 130 140 150 160

Scan 401 (5.647 min): BG037414.D (-392) (-)
112

64

92
83

57
38
44 5|O.| || ylh 73

m/z-->
Abundance

Rawg

30 40 50 60 70 8 90 100 110 120
112
64

57 83 92

39 50 73

0
m/z-->
Abundance

Sub
50

30 40 50 60 70 8 90 100 110 120
112
64

57 83 92

39 50 73

BGO37892.D 8270-BG101818.M

30 40 50 60 70 8 90 100 110 120

Fri Nov 09 14:

#1
1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 8.09 min Scan# 818
Delta R.T. -0.01 min
Lab File: BG037892.D

Acgq: 8 Nov 2018 19:15

Tgt lon:152 Resp: 53354
lon Ratio Lower Upper

152 100

150 162.7 126.0 189.0

115 55.9 45.5 68.3

Abundance |on 152.00 (151.70 to 152.70): E
60000
50000
40000

30000 8.09

20000

10000

I
Time--> 8.00 8.05 810 8.15

#5

2-Fluorophenol

Concen: 52.301 ng

RT: 5.63 min Scan# 399
Delta R.T. -0.01 min

Lab File: BG037892.D

Acgq: 8 Nov 2018 19:15

Tgt lon:112 Resp: 166908
lon Ratio Lower Upper
112 100
64 65.2 53.1 79.7
63 32.3 27.3 40.9

Abundance |on 112.00 (111.70 to 112.70): E
120000
100000 5.63

80000
60000
40000

20000

0
L L e e B
Time--> 5.60 5.70 5.80

37:19 2018
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Abundance Scan 674 (7.251 min): BG037414.D (-665) (-)
90
Ref50
71 77 105
42 51 o “
0..,.??!4Jh..!h!.!,:Qﬁ J!.::!,.?§.,?§.!|....,..
m/z--> 30 40 50 60 70 80 90 100 110
Abundance
99
Raw,
71
42 58
36 52 64 8l o1
R .
m/z--> 30 40 50 60 70 80 90 100 110
Abundance
99
Sub
50
71
42 54
0 36 48 64 78 84 91
B L B e L B A W
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 678 (7.275 min): BG037414.D (-669) (-)
%
Refs0
66
39
|30 et ‘ 77 105
ot el L ol 84
m/z--> 30 40 50 60 70 80 90 100 110
Abundance
99
Rawg
40 71
65
49 58 76 84 o3
O b e e
m/z--> 30 40 50 60 70 80 90 100 110
Abundance
99
Sub
50
71
42 65
48 >4 76 g2 93
O b e A
m/z--> 30 40 60 70 80 90 100 110

BGO37892.D 8270-BG101818.M

#7
Phenol-d6
Concen: 31.545 ng
RT: 7.24 min Scan# 672
Delta R.T. -0.01 min
Lab File: BG037892.D
Acq: 8 Nov 2018 19:15
Tgt lon: 99 Resp: 152223
lon Ratio Lower Upper
99 100
42 16.2 15.0 22.4
71 28.7 25.5 38.3

Abundance lon 99.00 (98.70 to 99.70): BGC

100000
7.24
80000
60000
40000
20000
O T T T | T T T T | T T T T
Time--> 7.20 7.30
#10
Phenol
Concen: 2.453 ng
RT: 7.26 min Scan# 676
Delta R.T. -0.01 min
Lab File: BG037892.D
Acq: 8 Nov 2018 19:15
Tgt lon: 94 Resp: 12491
lon Ratio Lower Upper
94 100
65 34.6 9.7 49.7
66 44 .3 15.9 55.9

Abundance [on 94.00 (93.70 to 94.70): BGC

8000
6000

4000

2000 /

i
Time--> 7.20 7.25 7.30

Fri Nov 09 14:37:19 2018
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Abundance Scan 957 (8.914 min): BG037414.D (-949) (-) #19
43 70 n-Nitroso-di-n-propylamine
Concen: 13.034 ng
RT: 9.27 min Scan# 1018
Refs0 Delta R.T. 0.36 min
Lab File: BG037892.D
58 105 113 130 Acq: 8 Nov 2018 19:15
0 .“...,.:..,.JI'....|:.”,.é?.,..gﬁt.t.,l.%%g...!.”., ] ]
mz-> 30 40 50 60 70 80 90 100 110 120 130 Tgt lon: 70 Resp: 43313
Abundance lon Ratio Lower Upper
82 70 100
42 47.9 53.9 80.9#
101 0.0 8.2 12 .2#
Ravi, 54 128 130 2.3 18.2 27.4#
Abundance |on 70.00 (69.70 to 70.70): BGC
lon 42.00 (41.70 to 42.70): BG(
4 70 98
ob it L 6?...‘..:. | u2 30000 Ion 130.00 (129.70 to 130.70): B
m/z--> 30 40 50 60 70 8 90 100 110 120 130
Abundance 9.27
82 20000
Sub 54
50 128 10000 /ﬁ\
[\
70 98
o 42 62 112 o 2R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 Time-> 920 925 930 9.35
Abundance Scan 1300 (10.929 min): BG037414.D (-1291) (-) #21
136 Naphthalene-d8
Concen: 20.000 ng
RT: 10.91 min Scan# 1297
Refs0 Delta R.T. -0.02 min
Lab File: BG037892.D
Acq: 8 Nov 2018 19:15
54
ol 42 68 gy o 108,
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:136 Resp: 240333
‘Abundance lon Ratio Lower Upper
136 136 100
137 11.1 9.6 14 .4
54 9.6 7.9 11.9
Rawg, 68 6.1 4.8 7.2
Abundance |on 136.00 (135.70 to 136.70): E
2000001 |, 137.00 (136.70 t0 137.70): £
54 &g 108
0 42 | P° 8294 | A 207 lon 68.00 (67.70 to 68.70): BG(
RIS SURILLS IULELSE B LU S SR B R 150000
miz--> 40 60 80 100 120 140 160 180 200
Abundance 10.91
136
100000
Sub
50
50000
| e 54 68 gy o 108 207 .
m/z--> 40 60 80 100 120 140 160 180 200  Mime->10.80 10000 1100

BGO37892.D 8270-BG101818.M

Fri Nov 09 14:37:19 2018
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Abundance

Scan 1020 (9.284 min): BG037414.D (-1012) (-)
82

54
Refs0 128
70 98
2 lle | | um |
e NS MM,
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance
82
54
Rawg, 128
70 98
o 42 62 112
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance
82
54
Sub50 128
70 98
42 62 112
O T T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance Scan 1949 (14.742 min): BG037414.D (-1941) (-)

Refs0

04
m/z-->
Abundance

Rawg

80

66
42 54 94 106118 132 146 207

0
m/z-->
Abundance

Sub
50

40 60 80 100 120 140 160 180 200

162

80
66
42 4 100 118 132 146 207

m/z-->

BGO37892.D 8270-BG101818.M

40 60 80 100 120 140 160 180 200

Fri Nov 09 14:

#23

Nitrobenzene-d5

Concen: 80.459 ng

RT: 9.27 min Scan# 1018
Delta R.T. -0.01 min
Lab File: BG037892.D

Acgq: 8 Nov 2018 19:15

Tgt lon: 82 Resp: 345186
lon Ratio Lower Upper
82 100

128 46.2 34.6 51.8
54 54.3 45.3 67.9

Abundance |on 82.00 (81.70 to 82.70): BGC
250000

200000
9.27
150000
100000
50000
Time-> 920 930 940
#39
Acenaphthene-d10
Concen: 20.000 ng
RT: 14.73 min Scan# 1947
Delta R.T. -0.01 min
Lab File: BG037892.D

Acgq: 8 Nov 2018 19:15

Tgt lon:164 Resp: 161060
lon Ratio Lower Upper
164 100

162 104.6 81.3 121.9
160 45.5 36.3 54.5

Abundance |on 164.00 (163.70 to 164.70): E

100000 14.73
{
50000 |
|
|
)/
O T T T VI T T T — Ii I T T
Time--> 14.70 14.80
37:20 2018
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Abundance Scan 2202 (16.229 min): BG037414.D (-2194) (-)
Refs0
04
m/z--> 50 100 150 200 250 300
Abundance
329
62
Ra
Y50 141
222
91 170 250
37 111 197 300
O e o o e L
m/z--> 50 100 150 200 250 300
Abundance
329
SubO 62
S 141
222
91 170 250
37 111 197 300
ok
m/z--> 50 100 150 200 250 300
Abundance Scan 1715 (13.367 min): BG037414.D (-1706) (-)
112
Refs0
39 51 63 74 85 g9 120 133 146157
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
172
Rawg
39 51 62 73 85 g9 120133 146157
e B e e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
172
Sub
50
39 5162 73 85 g9 120133 151
e B e L R
m/z--> 40 60 80 100 120 140 160 180 200

BGO37892.D 8270-BG101818.M

Fri Nov 09 14:

#42

2,4,6-Tribromophenol
Concen: 117.133 ng

RT: 16.21 min Scan# 2200
Delta R.T. -0.01 min
Lab File: BG037892.D
Acq: 8 Nov 2018 19:15

Tgt 1on:330 Resp: 205764
lon Ratio Lower Upper

330 100

332 96.1 78.4 117.6

141 39.0 32.2 48.2

Abundance |on 329.80 (329.50 to 330.50): E

150000
16.21

100000
|

50000 |
|
I\

N
IIIIIIIIIIIII

Time--> 16.10 16.20 16.30

#45

2-Fluorobiphenyl

Concen: 79.048 ng

RT: 13.35 min Scan# 1712
Delta R.T. -0.02 min
Lab File: BG037892.D
Acq: 8 Nov 2018 19:15

Tgt lon:172 Resp: 844289
lon Ratio Lower Upper
172 100

171 38.7 31.0 46.4
170 24.9 20.2 30.2

Abundance |on 172.00 (171.70 to 172.70): E

600000
13.35
400000
200000
I B B o e
Time--> 13.30 13.40 13.50
37:20 2018
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Abundance Scan 1877 (14.319 min): BG037414.D (-1869) (-) #51
165 2,6-Dinitrotoluene
Concen: 7.433 ng
RT: 14.73 min Scan# 1947
Refs0 Delta R.T. 0.41 min
Lab File: BG037892.D
Acq: 8 Nov 2018 19:15
ol 181
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:165 Resp: 20488
Abundance lon Ratio Lower Upper
162 165 100
63 0.0 43 .4 65.2#
89 0.0 45.8 68.6#
Rawsg
Abundance |on 165.00 (164.70 to 165.70): E
80 lon 63.00 (62.70 to 63.70): BG(
ob 2 %% etens s ||| |
miz--> 40 60 80 100 120 140 160 180 200 14.73
Abundance
162 10000
Sub
50 5000
80
54 66 132
0"'?%" UNREE |"?%|19§}}?""|1ﬁ§"|"" |""|%qz T 0 SR S B p
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 14.65 14.70  14.75
Abundance Scan 2010 (15.101 min): BG037414.D (-2002) (-) #57
165 2,4-Dinitrotoluene
89 Concen: 5.662 ng
RT: 14.73 min Scan# 1947
Refs0 Delta R.T. -0.37 min
Lab File: BG037892.D
Acq: 8 Nov 2018 19:15
0 182
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:165 Resp: 20488
‘Abundance lon Ratio Lower Upper
162 165 100
63 0.0 33.4 50.0#
89 0.0 57.2 85.8#
Rawk 182 0.0 2.6 4 _0#
Abundance |on 165.00 (164.70 to 165.70): E
80 lon 63.00 (62.70 to 63.70): BG(
oL 22 >4 ?ﬁ | 94106118 132 146 || 207 lon 182.00 (181.70 to 182.70): E
IR SURELIS SURLLN SUI DR S LRI LI BN B 15000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 14.73
162
10000
Sub
50 5000
80
54 66 132
ol 42 T 410618 12ass 207 - S S, N
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 14.65 14.70  14.75

BGO37892.D 8270-BG101818.M

Fri Nov 09 14:37:21 2018
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Abundance Scan 2416 (17.486 min): BG037414.D (-2408) (-) #64
188 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.47 min Scan# 2414
Ref50 Delta R.T. -0.01 min
Lab File: BG037892.D
80 o 160 Acq: 8 Nov 2018 19:15
o 52 66 108 132 207 268
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 | 19t lon:188 Resp: 358785
Abundance lon Ratio Lower Upper
188 188 100
94 9.2 7.2 10.8
80 10.5 7.7 11.5
Rawsg
Abundance |on 188.00 (187.70 to 188.70): E
300000
80 94 160
ol38 52 66 108 132 207 250000
mﬁwﬁwﬁﬁm
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 1r.47
Abundance 200000
188
150000
Sub_ 100000
50000
80 g4 160
ol38 52 66 108 132 207 0 —
L B L L I B I I I RN B R R T T T T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 [Time--> 17.40 17.50
Abundance Scan 2139 (15.859 min): BG037414.D (-2132) (-) #65
198 4,6-Dinitro-2-methylphenol
Concen: 8.792 ng
RT: 16.21 min Scan# 2200
Ref50 105 Delta R.T. 0.36 min
51 Lab File: BG037892.D
168 Acq: 8 Nov 2018 19:15
) .L:l..i,l..l.?‘.‘,u.l..u.,..z?%,....,.... _ _
miz--> 50 100 150 200 250 300 Tgt lon:198 Resp: 652
‘Abundance lon Ratio Lower Upper
329 | 198 100
51 24.8 22.7 62.7
62 105 18.5 19.7 59.7#
Rawsg
141 Abundance |on 198.00 (197.70 to 198.70): E
222
91 170 250
. 37 111 197 300 a0
m/z--> 50 100 150 200 250 300
Abundance
249 600
400
Sub 62
50 141
222 . 200
m/z--> 50 100 150 200 250 300  Mime-> '

BGO37892.D 8270-BG101818.M

Fri Nov 09 14:37:21 2018
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Abundance Scan 2277 (16.669 min): BG037414.D (-2270) (-)
260
141
7
Refs0 -
115
168
0 % o203 20 N
m/z--> 50 100 150 200 250 300
Abundance
329
62
Ra
Y50 141
222
91 170 250
37 111 197 300
L e A S ST R AN | A
m/z--> 50 100 150 200 250 300
Abundance
329
SubO 62
5 141
222
91 170 250
37 111 197 302
(SN TS N T A M AN | SN NN |
m/z--> 50 100 150 200 250 300
Abundance Scan 3146 (21.775 min): BG037414.D (-3137) (-)
0
Refs0
120
o 138156 180 212 267 341
N Eam st
m/z--> 50 100 150 200 250 300
Abundance
240
Rawg
118
oL 42 64 92 158 180 208 281 341
T
m/z--> 50 100 150 200 250 300
Abundance
240
Sub
50
oL 52 70 92 156 180 212 267
— T T e e
m/z--> 50 100 150 200 250 300

BGO37892.D 8270-BG101818.M

#67
4-Bromophenyl-phenylether
Concen: 3.711 ng
RT: 16.21 min Scan# 2200
Delta R.T. -0.46 min
Lab File: BG037892.D
Acq: 8 Nov 2018 19:15
Tgt lon:248 Resp: 14621
lon Ratio Lower Upper
248 100
250 201.0 77.0 115.6#
141 408.8 55.5 83.3#
Abundance |on 248.00 (247.70 to 248.70): E
60000
40000
20000
16.21
Time-> 1615 1620 1625
#76
Chrysene-di12
Concen: 20.000 ng
RT: 21.75 min Scan# 3143
Delta R.T. -0.02 min
Lab File: BG037892.D
Acq: 8 Nov 2018 19:15
Tgt 1on:240 Resp: 319111
lon Ratio Lower Upper
240 100
120 10.5 8.1 12.1
236 25.2 21.4 32.0
Abundance |on 240.00 (239.70 to 240.70): E
200000
21.75
150000
100000
50000
Time--> 2170 21.80 21.90

Fri Nov 09 14:37:22 2018
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/Abundance Scan 2859 (20.089 min): BG037414.D (-2851) (-) #79
244

Terphenyl-d14
Concen: 80.600 ng
RT: 20.07 min Scan# 2857
Refs0 Delta R.T. -0.01 min
Lab File: BG037892.D
Acqg: 8 Nov 2018 19:15
122 160 212
O d892 0 L 28T .l.uld 267 320 3%
miz--> 50 100 150 200 250 300  3so 19t lon:244 Resp: 1203704
Abundance lon Ratio Lower Upper
244 244 100
212 8.0 6.5 9.7
122 10.7 9.0 13.4
Rawg
Abundance |on 244.00 (243.70 to 244.70): E
122
54 80 g9 160 15, 212 267 1000000
P UL UL SR AR UURRN B 20.07
m/z--> 50 100 150 200 250 300 350 800000
Abundance
244
600000
Sub 400000
50
200000
122
54 80 99 160 19, 212 267
m/z--> 50 100 150 200 250 300 350 Mme-> 2000 2010 2020
Abundance Scan 3714 (25.112 min): BG037414.D (-3700) (-) #87
204 Perylene-d12
Concen: 20.000 ng
RT: 25.08 min Scan# 3709
Refs0 Delta R.T. -0.03 min
Lab File: BG037892.D
132 Acqg: 8 Nov 2018 19:15
ol .57 78 102, | 156 180 204 232 h“
miz--> 50 100 150 200 250 300 350 | 19t lon:264 Resp: 287379
‘Abundance lon Ratio Lower Upper
264 264 100
260 24.1 18.2 27 .4
265 22.5 17.9 26.9
Rawsg
Abundance |on 264.00 (263.70 to 264.70): E
132 207 100000
A 0 £ AN G - SO - -
miz--> 50 100 150 200 250 300 350 80000 25.08
Abundance
264 60000
Sub 40000
50
20000
132
o852 76 104, | 156 194 232 |83 41
m/z--> 50 100 150 200 250 300 350 [Time--> 24.90 25.00 25.10 25.20

BGO37892.D 8270-BG101818.M

Fri Nov 09 14:37:22 2018
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