Quantitation Report (LSC Reviewed)

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\

Data File : BF101648.D

Aca On - 22 Dec 2017 11:10

Operator : SJ/JU

a?ggle i 17008-14 121817-TIFR-E-U-S
ALS Vial : 50 Sample Multiplier: 1

Quant Time: Dec 22 11:41:49 2017

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
OLast Update : Wed Dec 20 14:25:04 2017

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1.4-Dichlorobenzene-d4 6.80 152 143890 20.00 nag 0.00
21) Naphthalene-d8 8.08 136 551640 20.00 ng 0.00
38) Acenaphthene-d10 9.83 164 212035 20.00 ng 0.00
63) Phenanthrene-d10 11.32 188 320737 20.00 nqg 0.00
75) Chrysene-di12 13.97 240 319337 20.00 ng 0.00
86) Perylene-di12 15.44 264 241273 20.00 ng 0.00
Svstem Monitorina Compounds
5) 2-Fluorophenol 5.42 112 483660 50.07 na 0.00
7) Phenol-d6 6.44 99 385627 32.08 na 0.00
23) Nitrobenzene-d5 7.37 82 881159 88.92 na 0.00
41) 2.4.6-Tribromophenol 10.63 330 150247 73.54 na 0.00
44) 2-Fluorobiphenvl 9.15 172 1353473 99.02 na 0.00
78) Terphenyl-dl4 12.90 244 983914 74.28 ng 0.00
Target Compounds Qvalue

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)
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Response via Initial Calibration

Abundance TIC: BF101648.D
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Abundance Scan 804 (6.816 min): BF101390.D (-799) (-) #1
15p.0 1.4-Dichlorobenzene-d4
Concen: 20.000 na
RT: 6.80 min Scan# 801
Refs0 115.0 Delta R.T. 0.01 min
520 78.0 Lab File:  BF101648.D
Acq: 22 Dec 2017 11:10
0 401 I||I 650 I||| il 990 || 1320 ||I|
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160  1dT HOn=152 Resp: 143830
‘Abundance lon Ratio Lower Upper
150.0 152 100
150 153.9 124.6 186.8
115 60.2 50.1 75.1
Rawsg
115.0 Abundance [on 152.00 (151.70 to 152.70); E
52.0 78.0 lon 150.00 (149.70 to 150.70): {
400 1000000
Ol . 640 99.0 || 1320 ||
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 800000
Abundance
150.0 600000
Sub 400000
S0 115.0
520 78.0 200000 ﬁ\i
oL 400 64.0 91.0 132.0 0
L L N L R R R N R R R R RERRE RRREE R T T T —T T T —TT
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 6.80 6.90
Abundance Scan 569 (5.434 min): BF101390.D (-564) (-) #5
11p.0 2-Fluorophenol
Concen: 50.069 ng
64.0 RT: 5.42 min Scan# 566
Refs0 Delta R.T. 0.01 min
920 Lab File:  BF101648.D
Acq: 22 Dec 2017 11:10
38.0
o N . .
miz--> 40 60 8 100 120 140 160 180 200 Tgt lon:112 Resp: 483660
‘Abundance lon Ratio Lower Upper
112.0 112 100
64 63.2 47.9 71.9
64.0 63 33.0 23.7 35.5
Rawsg
Abundance lon 112.00 (111.70 to 112.70): E
92.0 lon 64.00 (63.70 to 64.70): BF1]
39.0 400000
0 il H\‘ 111 ‘ | 207.0
T . 4 A 540
miz--> 40 60 80 100 120 140 160 180 200
Abundance 300000
112.0
64.0 200000
Sub
50
920 100000
O e 2070 J
miz--> 40 60 80 100 120 140 160 180 200  [Time--> 5.40 5.60 '

BF101648.D 8270-BF121417.M

Fri Dec 22 17:44:12 2017

121817-TIFR-E-U-S
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Abundance Scan 743 (6.457 min): BF101390.D (-737) (-) #7
1

99. Phenol-d6
Concen: 32.077 na
RT: 6.44 min Scan# 740
Refs0 Delta R.T. 0.00 min
71.1 Lab File: BF101648.D :
21 e Acq: 22 Dec 2017 11:10 “HcHMNESSEEs
ob ol @20 Ml sox _ _
miz--> 30 40 50 60 70 80 90 100 Tat lon: 99 Resp: 385627
‘Abundance lon Ratio Lower Upper
99.1 99 100
42 20.2 14.5 21.7
71 30.7 25.4 38.0
Rawsg
11 Abundance Jon 99.00 (98.70 to 99.70): BF1
91 lon 42.00 (41.70 to 42.70): BF1
52.0
0 > 820 | 82.0 i 300000
"P"'I"'W""I'”'I""P"'I"'W""I 6.44
mz--> 30 40 50 60 80 90 100
Abundance
99.1 200000
Sub
50 100000
711
421
o 520 620 82.0 \
miz--> B o e 2 80 % 100 hime-> 65 640 o0 oo 670
/Abundance Scan 1022 (8.098 min): BF101390.D (-1016) (-) #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.08 min Scan# 1019
Refs0 Delta R.T. 0.00 min
Lab File: BF101648.D
Acq: 22 Dec 2017 11:10
108.1
ol 2 0 S8 et a0 T s )l
miz-> 30 40 50 60 70 8 90 100 110 120 130 140 | 19t lon-136 Resp: 551640
‘Abundance lon Ratio Lower Upper
136.1 136 100
137 10.8 8.9 13.3
54 8.4 6.6 9.8
Raw, 68 6.6 5.0 7.4
Abundance lon 136.00 (135.70 to 136.70): E
lon 137.00 (136.70 to 137.70): E
54.0 108.1
0 421 " 65” 80.0 o940 | 124.0 |/ lon 68.00 (67.70 to 68.70): BF1
AR AR AR ""I""I""I"" TTTTT T rrT i rrpT Tl 600000
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 8.08
136.1
400000
Sub50
200000
108.1
oL 421 540 881 go0 940 124.0 0 A
Wwwwmwmmmw L A S N N N N O ¥
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 Mime-> 800 810 820 8.30
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Abundance Scan 901 (7.387 min): BF101390.D (-895) (-) #23

82.1 Nitrobenzene-d5
Concen: 88.917 na
54.1 RT: 7.37 min Scan# 898
Refs0 128.1 Delta R.T. 0.00 min
Lab File: BF101648.D :
o1 70.0 8.1 Acq: 22 Dec 2017 11:10 “HErANlEE=Es
0'|"'’l'!."'ll"'l""l""lI'"|""||""1|1'2'.1"|""|""| - -
mz-> 30 40 50 60 70 80 90 100 110 120 130 Tat lon: 82 Resp: 881159
‘Abundance lon Ratio Lower Upper
82.1 82 100
128 44 .5 36.1 54.1
541 54 54.2 41 .4 62.2
Ravsg ' 128.1
Abundance lon 82.00 (81.70 to 82.70): BF1
s lon 128.00 (127.70 to 128.70): B
: 98.1 1000000
0 4\2\1 ‘ | | ‘ 112.1 )
mz-> 30 40 50 60 70 80 90 100 110 120 130 | 800000 7.37
Abundance
821 600000
Sub 54.1 400000
50 128.1
200000
70.1 98.1
o 421 112.1 o AN
L B B B B L B B B R R EEEE R EERRREE |
miz—-> 30 40 50 60 70 80 90 100 110 120 130  Time--> 730 7.40 7.50 7.60
Abundance Scan 1321 (9.857 min): BF101390.D (-1315) (-) #38
162.1 Acenaphthene-d10
Concen:  20.000 ng
RT: 9.83 min Scan# 1317
Ref50 Delta R.T. 0.00 min
Lab File: BF101648.D
821 Acq: 22 Dec 2017 11:10
o 54.0 T 1081 1321 197.9
miz--> 40 60 80 100 120 140 160 180 200 19T lon:164 Resp: 212035
‘Abundance lon Ratio Lower Upper
162.1 164 100
162 102.2 86.1 129.1
160 47.8 38.3 57.5
Rawsg
Abundance lon 164.00 (163.70 to 164.70): E
80.0 300000] lon 162.00 (161.70 to 162.70): E
54.1 .
olaso ™ty toe1 1Ll a1 | o500
miz--> 40 60 80 100 120 140 160 180 200 9,83
Abundance 200000
162.1
150000
Sub_ 100000
80.0 50000
olsgo 1 o0 1%L 1| o1 0 :
miz--> 40 60 8 100 120 140 160 180 200 Time--> 9.80 990  10.00
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Abundance Scan 1456 (10.651 min): BF101390.D (-1451) (-) #41
81 2.4.6-Tribromophenol
Concen:  73.538 na
62.0 RT: 10.63 min Scan# 1452[ERGHNENE
Ref50 Delta R.T. -0.01 min ?ZII\!A_"ES ol
Lab File: BF101648.D Ientoamplelas:
Acq: 22 Dec 2017 11:10 “HErANlEE=Es
o . .
miz--> 50 100 150 200 250 300 Tat 1on:330 Resp: 150247
Abundance lon Ratio Lower Upper
3208 | 330 100
332 95.1 77.0 115.6
62.0 141 35.1 29.9 44 .9
RaWSO ’
140.9 Abundance |on 329.80 (329.50 to 330.50): E
9219 lon 331.80 (331.50 to 332.50): E
‘ 91.0 ‘ 1719 9249.8
0.“‘. i‘l i H : \Ih P ;M .”‘M e W . \l\\ — I?O?? . “. 150000
miz--> 50 100 150 200 250 300 10.63
Abundance
329.8
100000
Sub_| 620
50
140.9 50000
221.9
91.0 249.8
) 171.9 300.7 ]
mz--> 50 100 150 200 250 300 Time-> 1060 1070
Abundance Scan 1205 (9.175 min): BF101390.D (-1198) (-) #44
1721 2-Fluoraobiphenyl
Concen: 99.020 ng
RT: 9.15 min Scan# 1201
Refs0 Delta R.T. 0.00 min
Lab File: BF101648.D
Acq: 22 Dec 2017 11:10
351 500 600 %50 000 1201 1461
miz--> 0 60 8 100 120 140 160 1s0 19T lon:172 Resp: 1353473
Abundance lon Ratio Lower Upper
172.1 172 100
171 37.0 29.7 44 .5
170 24 .8 19.6 29.4
Rawgg
Abundance |on 172.00 (171.70 to 172.70): E
lon 171.00 (170.70 to 171.70): E
500 se0 B000 moa M1 | iy
miz--> 40 80 100 120 140 160 180 9.15
Abundance
172.1 1000000
Sub
50 500000
370 51.0 ggo 850 990 1157 1331 1521 ]
miz--> 40 ' 80 100 120 140 160 180 Mime--> 910 920 9.30 9.40
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Abundance Scan 1575 (11.351 min): BF101390.D (-1569) (-) #63
188.1 Phenanthrene-d10
Concen: 20.000 na
RT: 11.32 min Scan# 1570[QEiyl=nles
Ref50 Delta R.T. -0.01 min BNA_F _
Lab File: BF101648.D  SUMSCUIEEEE
80.1 1601 Acq: 22 Dec 2017 11:10
ol 520 02.0 1321 229.8
miz--> 40 60 80 100 120 140 160 180 200 220 Tat lon:188 Resp: 320737
Abundance lon Ratio Lower Upper
188.1 188 100
94 10.9 8.5 12.7
80 11.8 9.2 13.8
Rawg
Abundance |on 188.00 (187.70 to 188.70): E
lon 94.00 (93.70 to 94.70): BF1]
80.1 160.1 400000
520 | 1000 1321 | 2070
miz--> 40 60 80 100 120 140 160 180 200 220 1132
Abundance 300000
188.1
200000
Sub
50
100000
80.1 160.1 A
o 54.0 100.0 1321 207.0 0 ‘
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 1130 1140 1150
Abundance Scan 2026 (14.004 min): BF101390.D (-2020) (-) #75
24p.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.97 min Scan# 2020
Ref50 Delta R.T. -0.01 min
Lab File: BF101648.D
1201 Acq: 22 Dec 2017 11:10
oL 520 920" " 1581 184.1208.1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 19¢ 10n:240 Resp: 319337
‘Abundance lon Ratio Lower Upper
240.2 240 100
120 13.6 9.5 14.3
236 24.9 20.7 31.1
Rawg
Abundance |on 240.00 (239.70 to 240.70): E
1201 400000| 101 120-00 (119.70 to 120.70):
oL 541 920 156.1180.1 212.1 281.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300000 13.97
Abundance
240.2
200000
Sub
50
100000
120.1
0l.42.0 66.0 92.0 156.1 184.1 212.1 273.2 0 \ -
Wwﬁmmmm T T T T T T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time-> 13.90 1400  14.10
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Abundance Scan 1844 (12.933 min): BF101390.D (-1837) (-) #78
244.2 | Terphenvl-d14
Concen:  74.279 na
RT: 12.90 min Scan# 1839uSidtinlEhis
Refs0 Delta R.T. -0.01 min ?ZII\!A_"ES el
Lab File: BF101648.D Ientoamplelas:
Acq: 22 Dec 2017 11:10 “HcHMNESSEEs
o 54.1 80.1 10p. 184.1 :
miz--> 40 60 80 100 120 140 160 180 200 220 240 | 10t lon:244 Resp: 983914
‘Abundance lon Ratio Lower Upper
2442 | 244 100
212 7.0 5.4 8.0
122 12.3 11.0 16.4
RaWSO
Abundance lon 244.00 (243.70 to 244.70): E
lon 212.00 (211.70 to 212.70): B
1221 1601 2122
541 73.9 94.1 1 ‘ , \\. 184.1 \. L HM\
mz-> 40 60 80 100 120 140 160 180 200 220 240 | 1000000 12.90
Abundance
244.2
Sub 500000
50
122.1
| 541 739 941 160.1 1gq4 2122 0 A ]
miz--> 40 60 80 100 120 140 160 180 200 220 240 [ime-> 1290  13.00
Abundance Scan 2275 (15.468 min): BF101390.D (-2269) (-) #86
264.2 Perylene-d12
Concen: 20.000 ng
RT: 15.44 min Scan# 2270
Refs0 Delta R.T. 0.01 min
Lab File: BF101648.D
1321 Acq: 22 Dec 2017 11:10
)30 900 , | 11 2821 u
miz--> 50 100 150 200 250 300  3so | 19t lon:264 Resp: 241273
‘Abundance lon Ratio Lower Upper
264.2 264 100
260 24 .2 19.2 28.8
265 21.5 17.5 26.3
RaWSO
Abundance lon 264.00 (263.70 to 264.70): E
1301 lon 260.00 (259.70 to 260.70): B
0139:9 890 1000, | s 221 35| 2000
miz--> 50 100 150 200 250 300 350 15.44
Abundance 150000
264.2
100000
Sub
50
50000
132.1
0440 879 180.1 2321 355.( - }
miz--> 50 100 150 200 250 300 350 Mime-> 1540 1550 '
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