Quantitation Report (LSC Reviewed)

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099981.D

Aca On - 31 Oct 2017 1:37

Operator : SJ/JU

3?22'6 i 16083-07 102017-TIFR-F-D-S
ALS Vial : 30 Sample Multiplier: 1

Quant Time: Oct 31 04:25:14 2017

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
OLast Update : Fri Oct 27 15:58:57 2017

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1.4-Dichlorobenzene-d4 6.79 152 92470 20.00 nag 0.00
21) Naphthalene-d8 8.07 136 362329 20.00 ng -0.01
38) Acenaphthene-d10 9.82 164 159018 20.00 ng -0.02
63) Phenanthrene-d10 11.32 188 264730 20.00 nqg -0.02
75) Chrysene-di12 13.98 240 175913 20.00 ng -0.01
86) Perylene-di12 15.47 264 163612 20.00 ng 0.02
Svstem Monitorina Compounds
5) 2-Fluorophenol 5.41 112 223755 37.99 na 0.00
7) Phenol-d6 6.43 99 169634 24.29 na 0.00
23) Nitrobenzene-d5 7.36 82 457510 81.29 na -0.01
41) 2.4.6-Tribromophenol 10.62 330 113298 78.18 na -0.02
44) 2-Fluorobiphenvl 9.15 172 889495 86.30 na -0.01
78) Terphenyl-dl4 12.91 244 724243 89.97 ng -0.01
Target Compounds Qvalue
49) Dimethylphthalate 9.55 163 29056 2.307 ng # 96

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

Abundance TIC: BF099981.D
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Abundance Scan 802 (6.804 min): BF099755.D (-798) (-) #1
150.0 1.4-Dichlorobenzene-d4
Concen: 20.000 na
RT: 6.79 min Scan# 799
Refs0 115.0 Delta R.T. -0.01 min
8.0 ' Lab File: BF099981.D
52.0 Acq: 31 Oct 2017 1:37
380 0 .I| 90 .I sL9
L AR KRR ARAS RARLE RARASY JARAN AR RN - -
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 K 1Ot lon:152 Resp: 92470
‘Abundance lon Ratio Lower Upper
150.0 152 100
150 154.7 124.6 186.8
115 56.5 50.1 75.1
Rawsg
115.0 Abundance lon 152.00 (151.70 to 152.70): E
00 78.0 lon 150.00 (149.70 to 150.70): §
o 400 | 640 99.0 | 1m0 200000
miz-> 30 Jo 50 60 70 80 50 100 110 120 130 140 150 160
Abundance 150000
150.0
79
100000
Sub50
115.0 50000 \
520 78.0 \
38.0 64.0 101.0 132.0 -
L L N N L L R N R R R R REREE LR RS R LI S e B B e B s e s e |
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 6.75 680 6.85 '
Abundance Scan 567 (5.422 min): BF099755.D (-563) (-) #5
11p.0 2-Fluorophenol
Concen: 37.989 ng
64.0 RT: 5.41 min Scan# 565
Refs0 Delta R.T. -0.01 min
920 Lab File: BF099981.D
83.0 Acq: 31 Oct 2017 1:37
0 331 53q| .|‘| 73.0 ||.
mz-> 30 40 50 60 70 80 90 100 110 120 19T lon:112 Resp: 223755
‘Abundance lon Ratio Lower Upper
112.0 112 100
64 50.3 47.9 71.9
63 23.1 23.7 35.5#
Rawg 64.0
Abundance lon 112.00 (111.70 to 112.70): E
83.0 92.0 200000] lon 64.00 (63.70 to 64.70): BFO
1 530 | 730 | |
Rt s P N1 M -
miz--> 30 40 50 60 70 80 90 100 110 120 150000 i
Abundance
112.0
100000
SUb50 64.0
50000
92.0
83.0
38.1 53.0 73.0 o
mz-> 30 40 50 60 70 8 90 100 110 120 Tme-> 540 550 560

BF099981.D 8270-BF102317.M

Tue Oct 31 11:21:54 2017

102017-TIFR-F-D-S
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Abundance Scan 742 (6.451 min): BF099755.D (-736) (-) #7
99.1

Phenol-d6
Concen: 24.290 na
RT: 6.43 min Scan# 739
Refs0 Delta R.T. -0.01 min
71.1 Lab File: BF099981.D 0
421 Acq: 31 Oct 2017 1:37 CAUNANSEERES
o..,...:-,".':..',?‘}O620'” Lo L ) )
miz--> 30 40 50 60 80 90 100 Tat lon: 99 Resp: 169634
‘Abundance lon Ratio Lower Upper
99.1 99 100
42 12.4 14.5 21.7#
71 25.8 25.4 38.0
RaWSO
s Abundance lon 99.00 (98.70 to 99.70): BFQ
ot : 150000] 191 42:00 (41.70 to 42.70): BFQ
|| 496 %80 80.0 il
O e e 6.43
miz--> 30 40 50 60 70 80 90 100
Abundance 100000
99.1
Sub50 50000
71.1
42.1
o 49.6 58.0 80.0 o
miz--> 0 40 50 60 70 80 90 100 ime->
Abundance Scan 1020 (8.087 min): BF099755.D (-1014) (-) #21
13p.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.07 min Scan# 1017
Refs0 Delta R.T. -0.01 min
Lab File: BF099981.D
Acq: 31 Oct 2017 1:37
ol 421 540 680 821 gq1 108.1 0
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t 10on:136 Resp: 362329
‘Abundance lon Ratio Lower Upper
136.1 136 100
137 11.0 8.9 13.3
54 6.1 6.6 o.8#
Raw, 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): E
108.1 600000
oh 4|21|5‘}1 ..?El;,l....ﬁz..l..ﬁ‘fp. S :l“. lon 68.00 (67.70 to 68.70): BFQ
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 500000
Abundance 8.07
136.1 400000
300000
Sub
50 200000
100000
. 421 541 681 gy oo 1081 o A
Twwwwwwwwwmw T T T T T T T T T T T
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 Mime->  8.00 8.10 8.20
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Abundance Scan 900 (7.381 min): BF099755.D (-893) (-) #23

82.1 Nitrobenzene-d5
Concen: 81.293 na
1281 RT: 7.36 min Scan# 896
Refs0 54.1 ' Delta R.T. -0.01 min
Lab File: BF099981.D D
01 981 Acq: 31 Oct 2017  1:37 COEUNANEEERES
O ﬁ?{}"ll"'l""l"!hl I"'I"'!I"'}}?:q'l"' saass! - -
miz—-> 30 40 50 60 70 80 90 100 110 120 130 Tat lon: 82 Resp: 457510
‘Abundance lon Ratio Lower Upper
82.1 82 100
128 49.5 36.1 54.1
54 42 .9 41 .4 62.2
Raw, 541 128.1
Abundance Jon 82.00 (81.70 to 82.70): BFQ
lon 128.00 (127.70 to 128.70):
o1 - 600000
421 L 1121
Obr e e 500000 736
miz—-> 30 40 50 60 70 80 90 100 110 120 130 '
Abundance 400000
82.1
300000
Sub50 541 128.1 200000
100000
70.1 98.1
421
miz—-> 30 40 50 60 70 80 90 100 110 120 130  [Time-->

Abundance Scan 1319 (9.845 min): BF099755.D (-1313) (-) #38

162.1 Acenaphthene-d10

Concen: 20.000 ng

RT: 9.82 min Scan# 1315
Delta R.T. -0.02 min
Lab File: BF099981.D
Acq: 31 Oct 2017 1:37

Refs0

o . .
miz--> 40 60 8 100 120 140 160 180 Tgt lon:164 Resp: 159018
162.1 164 100
162 102.6 86.1 129.1
160 44 .2 38.3 57.5
RaWSO
Abundance |on 164.00 (163.70 to 164.70): E
80.1 250000 |, 162.00 (161.70 0 162.70): E
54.1 132.1
o.3.8-,0..w.,.‘:.w,“....}96.'9.,...“.,...:“,m...,.1?1.-.1, 200000
m/z--> 40 60 80 100 120 140 160 180 9,82
Abundance
1601 150000
100000
Sub
50
50000
80.1
0l.38.0 541 106.0 1321 191.1 )
S5 Y PR VR NPTt i ISUMATRMI 1} . =2 T
mz--> 40 60 80 100 120 140 160 180 Time-—> 9.75 9.80 9.85 9.90 9.95
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Abundance Scan 1454 (10.639 min): BF099755.D (-1449) (-) #41
2.4.6-Tribromophenol
Concen: 78.182 na
RT: 10.62 min Scan# 1451 USitinlEhis
Refs0 Delta R.T. -0.02 min E?A{g el
Lab File: BF099981.D Ientoamplelos:
Acq: 31 Oct 2017  1:37 CAUMANIESERS
o ) )
miz--> 50 100 150 200 250 300 Tat 1on:330 Resp: 113298
Abundance lon Ratio Lower Upper
3208 | 330 100
332 96.5 77.0 115.6
141 34.5 29.9 44 .9
Rawsol 620
140.9 Abundance on 329.80 (329.50 to 330.50): E
9219 lon 331.80 (331.50 to 332.50): B
91.0 169.9 "Y249.9 150000
\ | 300.7
0.“. ”ll‘“‘.‘ U ‘.‘“‘”..i“ .‘”M..lum..“l“....luu“.
miz--> 50 100 150 200 250 300 10.62
Abundance
a0 | 100000
su b50 62.0 50000
140.9
91.0 169.9 22192499
o 300.7 )
miz--> 50 100 150 200 250 300 Time--> 1060 1070
Abundance Scan 1203 (9.163 min): BF099755.D (-1196) (-) #44
172.1 2-Fluoraobiphenyl
Concen: 86.301 ng
RT: 9.15 min Scan# 1200
Refs0 Delta R.T. -0.01 min
Lab File: BF099981.D
Acq: 31 Oct 2017 1:37
ol 370510 709 850 999 1200 1461
miz--> 4 60 8 100 120 140 160 180 19t lon:l172 Resp: 889495
Abundance lon Ratio Lower Upper
1721 172 100
171 36.4 29.7 44 .5
170 23.3 19.6 29.4
Rawgg
Abundance lon 172.00 (171.70 to 172.70): E
lon 171.00 (170.70 to 171.70): E
371 510 700 %9 1000 1360 1301 1811 |
mz--> 4 60 80 100 120 140 160 180 | 1000000 9.15
Abundance
172.1
Sub 500000
50 «
ol 371510 700 #1000 1360 1981 1511 .
miz--> 40 A 80 100 120 140 160 180 Time-> 910 915 920 9.5

BF099981.D 8270-BF102317.M
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Scan# 1268 [SidtinlElss

Abundance Scan 1272 (9.569 min): BF099755.D (-1265) (-) #49
163.0 Dimethviphthalate
Concen: 2.307 na
RT: 9.55 min
Refs0 Delta R.T. -0.02 min
Lab File: BF099981.D
77.0 Acq: 31 Oct 2017 1:37

o 50|-0 | | 104.0 13;?-0 194.1
e 4 e 8 1o 1o 1o 1o o zb 10t 10n:163 Resp: 29056
Abundance lon Ratio Lower Upper

163.0 163 100
194 4.6 2.7 4_1#
164 8.9 8.2 12.2
Rawsg
Abundance |on 163.00 (162.70 to 163.70): E
70 lon 194.00 (193.70 to 194.70): F
50.0 | ~ 104.0 11“3\“3-0 194.0
ottt
miz--> 40 60 80 100 120 140 160 180 200 | 30000 9.55
Abundance
163.0
20000
Sub50
10000
77.0
50.0 104.0 135.0 194.0 N\

o) Y| NS S T S M e ————
miz--> 40 60 80 100 120 140 160 180 200 Time--> 950 955  9.60 '
/Abundance Scan 1572 (11.333 min): BF099755.D (-1567) (-) #63

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.32 min Scan# 1569
Refs0 Delta R.T. -0.02 min
Lab File: BF099981.D
Acq: 31 Oct 2017 1:37
94.0 160.1
o421 860 | | 1001 1321 -
L R S R ! . .
miz--> 40 60 80 100 120 140 160 180 Tgt lon:188 Resp: 264730
Abundance lon Ratio Lower Upper
188.2 188 100
94 11.4 8.5 12.7
80 12.0 9.2 13.8
Rawsg
Abundance |on 188.00 (187.70 to 188.70): E
lon 94.00 (93.70 to 94.70): BFQ
80.1 160.1
520 | | 1080 1320 M il

O e e e e e 300000 11.32
m/z--> 40 80 100 120 140 160 180 :
Abundance

188.2 200000
Sub
50 100000
80.1 160.1

o 52.0 108.0 132.0 0 . o

miz--> 40 ' 80 100 120 140 160 180 ' Hime--> 1130 1135  11.40

BF099981.D 8270-BF102317.M

Tue Oct 31 11:21:58 2017
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Abundance Scan 2023 (13.986 min): BF099755.D (-2017) (-) #75
240.2 | Chrysene-d12
Concen: 20.000 na
RT: 13.98 min Scan# 2022|QEL I
Ref50 Delta R.T. -0.01 min BNA_F _
Lab File:  BF099981.D %'Zeoqgsﬁfggf'[‘j .
120.1 Acq: 31 Oct 2017 1:37
o420 661 921 156.1 180.1 2121
mz-> 40 60 80 100 120 140 160 180 200 220 240 | 10T 10n:240 Resp: 175913
Abundance lon Ratio Lower Upper
2402 | 240 100
120 12.9 9.5 14.3
236 25.6 20.7 31.1
Rawsg
Abundance [on 240.00 (239.70 to 240.70): E
250000{ [on 120.00 (119.70 to 120.70): F
120.1 pio1
92.1 .
oL 430 66.0 160.1 184.1 200000 -
miz--> 40 60 80 100 120 140 160 180 200 220 240 '
Abundance
240.2 150000
100000
Sub
50
50000
120.1 A
0L 430 66.0 92.1 160.1 1841 212.1 0 \ .
miz--> 40 60 80 100 120 140 160 180 200 220 240 ITime-> 1390 14.00 1410
Abundance Scan 1841 (12.916 min): BF099755.D (-1835) (-) #78
244.2 | Terphenyl-di4
Concen: 89.973 ng
RT: 12.91 min Scan# 1840
Refs0 Delta R.T. -0.01 min
Lab File: BF099981.D
122.1 Acq: 31 Oct 2017 1:37
421 680 o041 160.1 1o, 2121
mz-> 40 60 80 100 120 140 160 180 200 220 240 | 19T lon:244 Resp: 724243
‘Abundance lon Ratio Lower Upper
2442 | 244 100
212 6.5 5.4 8.0
122 11.4 11.0 16.4
Rawsg
Abundance |on 244.00 (243.70 to 244.70): E
lon 212.00 (211.70 to 212.70): H
1221 1601 212.2
ob 521 ®iwog T 1801 geas 222 )| g
miz-> 40 60 80 100 120 140 160 180 200 220 240 12.91
Abundance
o4ll.2 600000
400000
Sub
50
200000
122.1
o521 730 941 160.1 1g,, 2122 o A )
miz--> 40 60 80 100 120 140 160 180 200 220 240  [Time--> 12.90 13.00
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Abundance Scan 2271 (15.445 min): BF099755.D (-2265) (-) #86
264.2 Pervlene-di12
Concen: 20.000 na
RT: 15.47 min Scan# 2276 UWSinlEhi

Ref50 Delta R.T.  0.02 min (B:TA_';S ol
= - lentsampie "
1o Lab File: BF099981.D  SMSEUIEE
Acq: 31 Oct 2017 1:37
ol 52.0 76.0 102.0 1541 1941 2321
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 260 | 19t 10N:264 Resp: 163612
Abundance lon Ratio Lower Upper
264.2 264 100
260 23.4 19.2 28.8
265 22.2 17.5 26.3
RaWSO
Abundance [on 264.00 (263.70 to 264.70): E
lon 260.00 (259.70 to 260.70): B
132.1 150000 ( )
0l430 760 1000 | | 156.1180.0 207.0 232.1 M“
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 1547
Abundance
Den o 100000
Sub, 50000
132.1
143.0 86.7 109.0 156.1180.0204.0 232.1 0 .

OWWWWWWWWTWW |||||||\|;|||||||||||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 |[Time--> 15.40 15.50 15.60
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