Quantitation Report (Not Reviewed)

Data Path :

Data File : BF099380.D

Aca On - 12 Oct 2017 8:39
Operator : SJ/JU

Sample - PB103152BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Time: Oct 13 16:36:27 2017
Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M

Quant Title

QOLast Update ; Wed Oct 11 16:25:21 2017

Response via

Internal Standards

1
21)
38)
63)
75)
86)

1.4-Dichlorobenzene-d4
Naphthalene-d8
Acenaphthene-d10
Phenanthrene-di10
Chrysene-di12
Perylene-d12

Svstem Monitorina Compounds

5)
7
23)
41)
44)
78)

Tara
92)
19)
25)
50)
56)
66)

2-Fluorophenol
Phenol-d6
Nitrobenzene-d5
2.4.6-Tribromophenol
2-Fluorobiphenvl
Terphenyl-dl14

et Compounds

Benzaldehyde
n-Nitroso-di-n-propylamine
Isophorone
2.,6-Dinitrotoluene
2.,4-Dinitrotoluene
4-Bromophenvyl-phenylether

Initial Calibration

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101117\

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Qlon Response Conc Units Dev(Min)

152 105703 20.00 ng 0.00
136 439564 20.00 ng 0.00
164 198085 20.00 ng 0.00
188 334205 20.00 ng 0.00
240 187401 20.00 ng 0.00
264 196852 20.00 ng 0.00
112 521452 78.53 na 0.01
99 624225 76.21 na 0.00
82 536358 78.25 na 0.00
330 109148 67.34 na 0.00
172 1001284 84.39 na 0.00
244 769154 93.34 ng 0.00
Qvalue
77 10742 2.261 ng 85

70 69065 13.206 ng # 73

82 536350 37.848 ng # 64
165 25201 7.743 nqg # 25
165 25201 5.966 nqg # 23
248 7237 2.212 nqg # 1

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

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101117\
Data File : BF099380.D

Aca On : 12 Oct 2017 8:39

Operator : SJ/JU

Sample : PB103152BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Time: Oct 13 16:36:27 2017

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION
OLast Update Wed Oct 11 16:25:21 2017

Response via Initial Calibration

Abundance TIC: BF099380.D
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Abundance

Scan 822 (6.922 min): BF098732.D (-817) (-)
150.0

#1
1.4-Dichlorobenzene-d4
Concen: 20.000 na

RT: 6.85 min Scan# 810

Refso 115.0 Delta R.T.  0.00 min
0 8.0 Lab File: BF099380.D
Acq: 12 Oct 2017 8:39
ol .?F?-,....-ll..ﬁ%.q.a!!...%l..l........,l ............. - _ _
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A 10T 1on:152 Resp: 105703
Abundance lon Ratio Lower Upper
150.0 152 100
150 154.6 124.6 186.8
115 58.7 50.1 75.1
RaWSO
115.0 Abundance |on 152.00 (151.70 to 152.70): E
520 78.0 lon 150.00 (149.70 to 150.70): F
400 | 640 989 | I, 250000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 200000
Abundance
15p.0 150000 85
Sub 100000
50 115.0
520 78.0 50000
40.0 64.0 91.0 0 _
LN N L R R N L N RN RN RS N RN R R T T T T T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time->  6.80 6.85 6.90
Abundance Scan 587 (5.540 min): BF098732.D (-580) (-) #5
11p.0 2-Fluorophenol
Concen: 78.531 ng
64.0 RT: 5.48 min Scan# 577
Refs0 Delta R.T. 0.01 min
92.0 Lab File:  BF099380.D
83.0 Acq: 12 Oct 2017 8:39
0 38|'|0 |5:?OI Ul 73.0
miz-> 30 40 50 60 70 8 90 100 110 120 19t lon:112 Resp: 521452
Abundance lon Ratio Lower Upper
112.0 112 100
64 54.8 47.9 71.9
63 26.4 23.7 35.5
Rawg, 64.0
Abundance |on 112.00 (111.70 to 112.70): E
92.0 lon 64.00 (63.70 to 64.70): BF(
83.0
| w0 w0 | mo |
mz-> 30 45 50 eb 75 80 90 100 110 120 | 000000 5.48
Abundance
112.0
400000
Sub 64.0
50 200000 /
92.0
83.0
0 38.0 53.0 73.0 0 A -
m/z--> 30 40 50 60 70 8 90 100 110 120 Tme-> 540 550 560
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Abundance Scan 758 (6.545 min): BF098732.D (-750) (-) HT
99.1 Phenol-d6
Concen: 76.206 na
RT: 6.48 min Scan# 747
Refs0 Delta R.T. -0.01 min
71.1 Lab File: BF099380.D
421 Acq: 12 Oct 2017 8:39
o.,...:l,“.':..',?4!'(.)!62.0'| ” 00 ] ]
mz-> 30 40 50 60 80 90 100 Tat lon: 99 Resp: 624225
‘Abundance lon Ratio Lower Upper
99.1 99 100
42 15.9 14.5 21.7
71 31.2 25.4 38.0
Rawsg
1 Abundance on 99.00 (98.70 to 99.70): BFO
lon 42.00 (41.70 to 42.70): BFQ
421 800000
‘H‘\\ | \4\.0 H 80.0 ]
O "'|""|“"|""|“"| 6.48
miz--> 0 40 50 60 80 90 100 600000
Abundance
99.1
400000
Sub
50
71.1 200000
421 A
o 540 620 80.0 0 / A
miz--> 0 40 50 60 70 80 90 100 Mme-> 6.40 6.50 6.60
Abundance Scan 746 (6.475 min): BF098732D(740)() #9
71.0 105. Benzaldehyde
Concen: 2.261 ng
RT: 6.62 min Scan# 771
Refs0 51.0 Delta R.T. 0.21 min
Lab File: BF099380.D
30.0 ‘ Acq: 12 Oct 2017 8:39
0'w'“h“”WL”?%?wA”L“?%Q”W"hw”'w'“w'“l” - -
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 @ 19T lonZ 77 Resp: 10742
‘Abundance lon Ratio Lower Upper
132.0 77 100
105 83.7 81.1 121.1
106 81.4 74.5 114.5
Rawsg
68.1 Abundance [on 77.00 (76.70 to 77.70): BFQ
.60 lon 105.00 (104.70 to 105.70): E
15000
ol ok 40 e a9
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 6.62
Abundance
ab.0 10000
Sub_, 5000
68.1
9.0
ol 4oL 540 79.0 106.9 0 ~ _
mmwmmﬁmm T T T T T T T T T T T T T T T T T T T 7T
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 Time->  6.58 6.60 6.62 6.64 6.66
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Abundance Scan 892 (7.334 min): BF098732.D (-884) (-) #19

105.0 n-Nitroso-di-n-propvlamine
77.0 Concen: 13.206 na
RT: 7.42 min Scan# 906 [QEilylhies

Refs50{ 43.1 Delta R.T. 0.15 min BNA_F :
Lab File: BF099380.D  SHElSULICEE
Acq: 12 Oct 2017 8:39

||.l. ‘l,, | |l3ﬂ--1 193.0221.0  266.9 327.C

0 ) )

miz--> 50 100 150 200 250 300 Tat lon: 70 Resp: 69065

Abundance lon Ratio Lower Upper
82.1 70 100

42 42.3 47.5 71.3%#
101 0.0 7.4 11.2#
Rawsy| 54.0 128.1 130 2.4 16.6 25.0#

Abundance [on 70.00 (69.70 to 70.70): BFQ
lon 42.00 (41.70 to 42.70): BFQ
100000
ol Lo | ‘ lon 130.00 (129.70 to 130.70): E
miz--> 50 100 150 200 250 300 80000
Abundance 7.42
82.1 60000
Sub_ | 540 128.1 40000
20000 /“
)/
O A e e S S e
miz--> 50 100 150 200 250 300 Time--> 7.35  7.40  7.45
Abundance Scan 1040 (8.204 min): BF098732.D (-1034) () #21

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 8.13 min Scan# 1028
Refs0 Delta R.T. 0.00 min
Lab File: BF099380.D
Acq: 12 Oct 2017 8:39

54.0 108.1
oL 421 10 081 820 910 " 1339 ]
S AN NN SETE v o GRS ) )
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t 1on-136 Resp: 439564
‘Abundance lon Ratio Lower Upper
136.1 136 100
137 11.0 8.9 13.3
54 7.0 6.6 9.8
Rav, 68 5.6 5.0 7.4
Abundance lon 136.00 (135.70 to 136.70): E
lon 137.00 (136.70 to 137.70): H
540 681 108.1
42.1 82.0 94.0 -
O o e e i 2 | goooool o7 68-00 (67.70 10 68.70): BFO
mz—-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 8.13
136.1 400000
Sub50
200000
108.1
o 421 540 681 20 g9 124.0 0 A
ﬁwwwwwwwwm’w T T 7T I T T 7T T I T T 7T T I
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 Time--> 810 820 830
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Abundance Scan 918 (7.487 min): BF098732.D (-912) (-) #23
2. Nitrobenzene-d5
Concen: 78.252 na
540 RT: 7.42 min Scan# 906
Ref50 ' 128.0 Delta R.T. -0.01 min
Lab File: BF099380.D
70.1 98.0 Acq: 12 Oct 2017 8:39
0 4;2I1 | m | | 112.0
RS RARES RARRS IUULRS INULES IULRS INURES RARES RS BERES RARRR - -
mz-> 30 40 50 60 70 80 90 100 110 120 130 Tat lon: 82 Resp: 536358
‘Abundance lon Ratio Lower Upper
82.1 82 100
128 47 .2 36.1 54.1
54 46 .7 41.4 62.2
Rawg 54.0 128.1
Abundance lon 82.00 (81.70 to 82.70): BFO
s lon 128.00 (127.70 to 128.70): E
: 98.1
42.1
Obrprrrr b e et | 600000
mz-> 30 40 50 60 70 80 90 100 110 120 130 .42
Abundance
821 400000
Sub_, 54.0 128.1 200000
70.1 98.1
oL 22t 1121 §
mz-> 30 40 50 60 70 80 90 100 110 120 130  Time->  7.35 7.40 7.45 7.50
Abundance Scan 962 (7.745 min): BF098732.D (-955) (-) #25
82.0 Isophorone
Concen: 37.848 ng
RT: 7.42 min Scan# 906
Ref50 Delta R.T. -0.26 min
Lab File: BF099380.D
39.0 54.0 138.1 Acq: 12 Oct 2017 8:39
0 A 8o 95|'1 110.0 123.0
SN NSO IS | NSO N LR NS ] )
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 19t lon: 82 Resp: 536350
‘Abundance lon Ratio Lower Upper
82.1 82 100
95 0.0 5.2 7.8#
138 0.0 14.9 22 .3#
Rawg 54.0 128.1
Abundance lon 82.00 (81.70 to 82.70): BFO
s lon 95.00 (94.70 to 95.70): BFQ
: 98.1
42.1 \ ‘ 1121
O 2k ety | 600000 1o
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 :
Abundance
821 400000
Sub_, 54.0 128.1 200000
70.1 98.1
o 42.1 112.1 B}
ﬁwwwmwwmwm T T rrr[rrrr|[rrrrprrrr
mz-> 30 40 50 60 70 80 90 100 110 120 130 140  Time-> 7.35 7.40 7.45 7.50

BF099380.D 8270-BF092317.M

Fri Oct 13 16:37:05 2017

Page 6



/Abundance Scan 1339 (9.963 min): BF098732.D (-1333) (-) #38
1691 Acenaphthene-d10
Concen: 20.000 na
RT: 9.89 min Scan# 1326 QS
Ref50 Delta R.T. -0.01 min BNA_F _
Lab File: BF099380.D  sEUEEWBIELE
Acq: 12 Oct 2017 8:39
ol.39. 93,0 106.0
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 | 10t 1on:164 Resp: 198085
‘Abundance lon Ratio Lower Upper
162.1 164 100
162 105.5 86.1 129.1
160 46.1 38.3 57.5
Rawsg
Abundance lon 164.00 (163.70 to 164.70); E
801 lon 162.00 (161.70 to 162.70): B
38.0 52'\0 66\\0 A 94.1 108.0 13\2"1146'1 \\“‘ 300000
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9,89
Abundance
162.1 200000
Sub
50 100000
80.1
oL38.0 520 66.0 9411080 13211461 .
L N R B R B R L R R L RN R LR R R N RARLR R RR Rl L e e e B e e e S LI e e e e
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 Time--> 985 990 9.95
/Abundance Scan 1473 (10.751 min): BF098732.D (-1466) (-) #41
3238 | 2,4 ,6-Tribromophenol
Concen: 67.339 ng
RT: 10.67 min Scan# 1460
Refs0 Delta R.T. -0.01 min
Lab File: BF099380.D
Acq: 12 Oct 2017 8:39
o . .
miz--> 50 100 150 200 250 300 Tgt 1on:330 Resp: 109148
‘Abundance lon Ratio Lower Upper
3208 | 330 100
332 95.7 77.0 115.6
141 39.3 29.9 44 .9
Raws,| 620
Abundance [on 329.80 (329.50 to 330.50); E
lon 331.80 (331.50 to 332.50): E
o 150000
miz--> 50 100 150 200 250 300 10.67
Abundance
329.8 | 100000
Sub 62.0
50 1409 50000
o 300.8 o B
miz--> 50 100 150 200 250 300 Time—> 1060 1070 1080
BF099380.D 8270-BF092317.M Fri Oct 13 16:37:06 2017 Page 7



Abundance Scan 1223 (9.281 min): BF098732.D (-1216) (-) #44
17 2-Fluorobiphenvl
Concen: 84.386 na
RT: 9.21 min Scan# 1211 Syl
Ref50 Delta R.T.  0.00 min BINAR _
Lab File: BF099380.D  [SEHESWEEEE
85.0 Acq: 12 Oct 2017 8:39
miz--> 40 60 8 100 120 140 160 180 10t lon:l72 Resp: 1001284
‘Abundance lon Ratio Lower Upper
1721 172 100
171 35.6 29.7 44 .5
170 23.9 19.6 29.4
RaWSO
Abundance lon 172.00 (171.70 to 172.70): E
lon 171.00 (170.70 to 171.70): §
ol 370 510 700 %5 10001149 1330 1511 |
miz--> 40 A 80 100 120 140 160 180 | 1000000 9.21
Abundance
172.1
Sub 500000
50
370 5.0 700 80 10001140 1330 1511 //A )
miz--> 40 A 80 100 120 140 160 180 Time-> 915 920 9.5 '
/Abundance Scan 1301 (9.739 min): BF098732.D (-1295) (-) #50
165.0 2,6-Dinitrotoluene
Concen: 7.743 ng
63.0 89.0 RT: 9.89 min Scan# 1326
Refs0 | Delta R.T. 0.21 min
148.0 Lab File: BF099380.D
39.0 1040 121.0 | Acq: 12 Oct 2017 8:39
ol ! ,,.|||, , ,.|, el 1819 ) )
miz--> 0 60 8 100 120 140 160 180 | 19t lon:1l65 Resp: 25201
‘Abundance lon Ratio Lower Upper
162.1 165 100
63 1.2 44 .7 67.1#
89 1.0 44 .0 66.0#
RaWSO
Abundance lon 165.00 (164.70 to 165.70): E
80.1 40000] 1on 63.00 (62.70 to 63.70): BF(
40.0 54\.0 Ly H“ 108.0 13\21 \H“
L L L I L L UL S W 9.89
miz-—-> 40 80 100 120 140 160 180 30000
Abundance
162.1
20000
Sub
50
10000
80.1
40.0 54.0 108.0 132.1 ol -
miz--> 40 ' 80 100 120 140 160 180 Time-> 985 900
BF099380.D 8270-BF092317.M Fri Oct 13 16:37:06 2017 Page 8



/Abundance Scan 1370 (10.145 min): BF098732.D (-1363) () #56
165.0 2.4-Dinitrotoluene
89.0 Concen: 5.966 na
RT: 9.89 min Scan# 1326 QS
Ref50 63.0 Delta R.T. -0.20 min  jAGSS _
o0 Lab File: BF099380.D  sEUEEWBIECE
39.0 : Acq: 12 Oct 2017 8:39
ol 1040 | 145}.0 182.0
miz-—> 4 60 8 100 120 140 160 1go | 19t lon:165 Resp: 25201
Abundance lon Ratio Lower Upper
162.1 165 100
63 1.2 36.4 54 _6#
89 1.0 57.8 86.6#
Rawg, 182 0.0 1.6 2.4#
Abundance [on 165.00 (164.70 to 165.70); E
80.1 lon 63.00 (62.70 to 63.70): BFQ
- AZP.;u Gﬁf.whh... 19§9| .1?%}1?Q%1MM‘... _ 40000 lon 182.00 (181.70 to 182.70): E
miz--> 40 ! 80 100 120 140 160 180
Abundance 30000 9.89
162.1
20000
Sub
50
10000
80.1
oL 420 66.0 1080 13211461 o
miz--> 40 ' 80 100 120 140 160 180 Time-> 985 900
/Abundance Scan 1591 (11.445 min): BF098732.D (-1585) (-) #63
188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.37 min Scan# 1579
Refs0 Delta R.T. 0.00 min
Lab File: BF099380.D
80.1 1601 Acg: 12 Oct 2017  8:39
ol380 540 | gooomso1s2l gl L
miz--> 40 60 80 100 120 140 160 180 Tgt lon:188 Resp: 334205
Abundance lon Ratio Lower Upper
188.1 188 100
94 9.8 8.5 12.7
80 10.8 9.2 13.8
Rawgg
Abundance [on 188.00 (187.70 to 188.70); E
lon 94.00 (93.70 to 94.70): BFQ
80.0 160.1 500000
o 52.0 | 100.0 132.1 Wl ‘d
miz--> 40 60 80 100 120 140 160 180 400000 11.37
Abundance
188.1 300000
Sub 200000
50
100000
80.0 160.1 —
o 52.0 100.0 132.1 0 N
miz--> 40 60 80 100 120 140 160 180 ime-> 1135 11.40 '

BF099380.D 8270-BF092317.M
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Abundance Scan 1514 (10.992 min): BF098732.D (-1508) (-) #66
1411 248.0 4-Bromophenvl-phenvlether
' Concen: 2.212 na
77.0 RT: 10.67 min Scan# 1460 ySiudui=lns
Ref50 Delta R.T. -0.24 min BNA_F _
Lab File: BF099380.D  sAEMEEWBIECE
Acq: 12 Oct 2017 8:39
039. o | 1800 2200
miz--> 50 100 150 200 250 300 | rat lon:248 Resp: 7237
‘Abundance lon Ratio Lower Upper
3208 | 248 100
250 205.0 76.9 115.3#
141 595.7 74.4 111.6#
Rawg,| 620
Abundance lon 248.00 (247.70 to 248.70): E
lon 250.00 (249.70 to 250.70): E
. ‘ 60000
miz--> 50 100 150 200 250 300 '
Abundance
329.8 40000
Sub 62.0
50 140.9 20000
0.67
91.0 1609 292408 A
o 300.8 0
miz--> 50 100 150 200 250 300 Time--> 1065 1070
Abundance Scan 2040 (14.086 min): BF098732.D (-2034) (-) #75
240.2 | Chrysene-d12
Concen: 20.000 ng
RT: 14.01 min Scan# 2027
Refs0 Delta R.T. -0.01 min
Lab File: BF099380.D
Acq: 12 Oct 2017 8:39
o 156.1 180.1 2081
mz-> 40 60 80 100 120 140 160 180 200 220 240 | 19T 10on:=240 Resp: 187401
‘Abundance lon Ratio Lower Upper
2402 | 240 100
120 15.3 9.5 14 _.3#
236 25.6 20.7 31.1
Rawsg
Abundance lon 240.00 (239.70 to 240.70): E
3000001 |5, 120.00 (119.70 t0 120.70): E
120.1
ol 520 731 920 160.1180.1 208.1 250000
miz--> 40 60 80 100 120 140 160 180 200 220 240 14.01
Abundance 200000
240.2
150000
Sub50 100000
50000
120.1 A
0L42.0 64.0 92.0 158.1 180.1 208.1 /AA\ -
miz--> 40 60 80 100 120 140 160 180 200 220 240 ITime-> 1395 1400 14.05 1410
BF099380.D 8270-BF092317.M Fri Oct 13 16:37:07 2017 Page 10



Abundance Scan 1861 (13.033 min): BF098732.D (-1854) (-) #78
244.2 Terphenvl-d14
Concen: 93.341 na
RT: 12.96 min Scan# 1848|QEiliiChis
Re 50 Delta R.T. 0.00 min BNA_F :
Lab File: BF099380.D  |siculstulEElE
Acq: 12 Oct 2017 8:39
122.1
0 541 82'1 1 | L 16.?1 184'1 21|2.2| |||
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 10t lon:244 Resp: 769154
Abundance lon Ratio Lower Upper
244.2 244 100
212 6.7 5.4 8.0
122 12.1 11.0 16.4
Rawg
Abundance |on 244.00 (243.70 to 244.70): E
lon 212.00 (211.70 to 212.70):
122.1
421 661 920 160.1 1,4 2122 “” 1000000
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 | 800000 12.96
Abundance
244.2 600000
Sub 400000
50
200000
122.1
421 661 920 160.1 g, 2122 . / ]
L I L L L L L I R R R R T T T T —T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 [Time--> 12/90 13.00
Abundance Scan 2293 (15.574 min): BF098732.D (-2286) (-) #86
264.2 Perylene-di12
Concen: 20.000 ng
RT: 15.48 min Scan# 2277
Refs0 Delta R.T. 0.00 min
1321 Lab File: BF099380.D
Acq: 12 Oct 2017 8:39
ol42.0 640 1020, ,]| 156.1180.0204.0 2321 |
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 19T 10N:264 Resp: 196852
Abundance lon Ratio Lower Upper
264.2 264 100
260 23.6 19.2 28.8
265 21.2 17.5 26.3
Rawg
Abundance |on 264.00 (263.70 to 264.70): E
132.1 lon 260.00 (259.70 to 260.70):
200000
57.1 8101041, | 1540 180.0 207.0232.1 ‘M
miz-> 40 60 85 100 130 140 160 150 200 230 240 240 250 0000 15.48
Abundance 15
264.2
100000
Sub
50
50000
132.1
o 57.0 79.9 104.1 155.0 180.0204.1 232.1 0 B
mmvmwmmm T T T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time--> 15.40 15.50 15.60
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