Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Time:
Quant Method :
Quant Title

QOLast Update
Response via

Quantitation Report (LSC Reviewed)
2 \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121317\
: BF101376.D

: 13 Dec 2017 21:08

: SJ/JU

: 16816-03

4 Sample Multiplier: 1

Dec 14 01:35:39 2017

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- Fri Dec 08 18:17:31 2017

: Initial Calibration

0.0
-0.0
-0.0
-0.0
-0.0

0.0

Qvalue

120717-TIFR-F-D-S

Conc Units Dev(Min)

0
1
1
1
1
0

Internal Standards R.T. Qlon Response
1) 1.4-Dichlorobenzene-d4 6.82 152 175584 20.00 nag
21) Naphthalene-d8 8.10 136 718064 20.00 ng
38) Acenaphthene-d10 9.86 164 319725 20.00 ng
63) Phenanthrene-d10 11.35 188 603133 20.00 nqg
75) Chrysene-di12 14.00 240 397673 20.00 ng
86) Perylene-di12 15.47 264 320932 20.00 ng
Svstem Monitorina Compounds
5) 2-Fluorophenol 5.44 112 512015 48.19 na
7) Phenol-d6 6.45 99 403947 31.31 na
23) Nitrobenzene-d5 7.39 82 1030890 85.64 na
41) 2.4.6-Tribromophenol 10.65 330 202125 52.63 na
44) 2-Fluorobiphenvl 9.17 172 1730094 74.04 na
78) Terphenyl-dl4 12.94 244 1510859 83.10 ng
Target Compounds
10) Phenol 6.46 94 30944 2.157 ng

80

(#) = qualifier out of range (m) = manual

8270-BF113017.M Thu Dec 14 11:59:03 2017

integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121317\

Data File : BF101376.D

Aca On : 13 Dec 2017 21:08

Operator : SJ/JU

a?ggle i 16816-03 120717-TIFR-F-D-S
ALS Vial : 4 Sample Multiplier: 1

Quant Time: Dec 14 01:35:39 2017

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION
OLast Update Fri Dec 08 18:17:31 2017

Response via Initial Calibration

Abundance TIC: BF101376.D
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Abundance Scan 810 (6.851 min): BF101015.D (-806) (-) #1

15p.0 1.4-Dichlorobenzene-d4
Concen: 20.000 na
RT: 6.82 min Scan# 804
Refs0 115.0 Delta R.T. -0.01 min
‘ Lab File: BF101376.D :
52.0 78.1 Acq: 13 Dec 2017 21-08 120717-TIFR-F-D-S
0 380 |||| 64.0 I|| 1 99'0 .l ||||
AR RARS SRS RASH ALY RARLA RERAS AR AR AR LRSS BARAN SARN By - -
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A 10t lon:152 Resp: 175584
Abundance lon Ratio Lower Upper
150.0 152 100
150 158.0 124.6 186.8
115 62.3 50.1 75.1
RaWSO
115.0 Abundance [on 152.00 (151.70 to 152.70); E
52.0 78.0 lon 150.00 (149.70 to 150.70): H
400000
o B0 ea0 99.0 || 1320 |,
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 40000
Abundance
150.0
200000 .82
Sub50
115.0
620 280 100000
ol 3890 64.0 89.9 132.0 0 _
L L L B L B L B R R R R R E R AR R RERRE LI e e e B B
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time-> 6.75 6.80 6.85 6.90

Abundance Scan 575 (5.469 min): BF101015.D (-569) (-) #5
11p.0 2-Fluorophenol
Concen: 48.186 ng
64.0 RT: 5.44 min Scan# 570
Ref50 Delta R.T. -0.00 min
920 Lab File: BF101376.D
Acq: 13 Dec 2017 21:08
38.1 |
0 i b e . .
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:112 Resp: 512015
‘Abundance lon Ratio Lower Upper
112.0 112 100
64 62.1 47.9 71.9
64.0 63 31.0 23.7 35.5
Rawsg
Abundance |on 112.00 (111.70 to 112.70): E
92.0 lon 64.00 (63.70 to 64.70): BF1]
39.0 500000
S L 2.
miz--> 40 60 80 100 120 140 160 180 200 400000 5.44
Abundance
112.0 300000
64.0
Sub 200000
50
92.0 100000
39.0
mz--> 40 60 8 100 120 140 160 180 200  Mime-> 540 550 560
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Abundance Scan 748 (6.486 min): BF101015.D (-741) (-) #7
99.1 Phenol-d6
Concen: 31.312 na
RT: 6.45 min Scan# 742
Refs0 Delta R.T. -0.01 min
711 Lab File: BF101376.D
421 Acq: 13 Dec 2017 21:08
0 WWWWWTT - -
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 @ 10T lon: 99 Resp: 403947
‘Abundance lon Ratio Lower Upper
99.1 99 100
42 20.7 14.5 21.7
71 31.3 25.4 38.0
RaWSO
11 Abundance lon 99.00 (98.70 to 99.70): BF1
421 lon 42.00 (41.70 to 42.70): BF1
0 206.8 281.0 400000 6.45
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 ;
Abundance
9d 1 300000
200000
Sub
50
71.1 100000
42,0
0 206.8 281.0 0
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time-->
Abundance Scan 750 (6.498 min): BF101015.D (-744) (-) #10
94.0 Phenol
Concen: 2.157 ng
RT: 6.46 min Scan# 744
Refs0 66.0 Delta R.T. -0.01 min
39.1 ' Lab File: BF101376.D
{ ‘ Acq: 13 Dec 2017 21:08
0...".'.'."."':..'......... I— ) }
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 =19t lon: 94 Resp: 30944
‘Abundance lon Ratio Lower Upper
99.1 94 100
65 30.8 7.9 47.9
66 54.5 16.2 56.2
RaWSO
11 Abundance lon 94.00 (93.70 to 94.70): BF1
: lon 65.00 (64.70 to 65.70): BF1]
421
. 2070 o810 200000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance 150000
99.1
100000
Sub
50
71.1 50000
42.0 6.46
o 207.0 281.0 P
WWTWWTWWTWW T T T T 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-> 6.40 6.45 650  6.55
BF101376.D 8270-BF113017.M Thu Dec 14 11:59:16 2017
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Abundance Scan 1029 (8.139 min): BF101015.D (-1023) (-) #21
136.1 Naphthalene-d8
Concen: 20.000 na
RT: 8.10 min Scan# 1022
Refs0 Delta R.T. -0.01 min
Lab File: BF101376.D
Acq: 13 Dec 2017 21:08
Ok 421 54|.0 681 801 941 10|8.1 Ll
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 1dt 10n-136 Resp: 718064
‘Abundance lon Ratio Lower Upper
136.1 136 100
137 11.1 8.9 13.3
54 9.4 6.6 9.8
Rawg, 68 6.8 5.0 7.4
Abundance lon 136.00 (135.70 to 136.70): E
lon 137.00 (136.70 to 137.70): B
54.0 108.1
ol 2 81 821 941 " gpa0 || | 1000000)5, 65 00 (67.70 to 68.70): BF1
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 800000 8.10
136.1
600000
Sub50 400000
200000
| 420 >40 681 go1 g4q 124.0 o JA\
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 Time-> 800 810 820 8.30
Abundance Scan 907 (7.422 min): BF101015.D (-901) (-) #23
82.1 Nitrobenzene-d5
Concen: 85.641 ng
54.1 RT: 7.39 min Scan# 901
Refs0 1281 Delta R.T. -0.01 min
Lab File: BF101376.D
o 701 081 Acq: 13 Dec 2017 21:08
: 112.1
O H e e e . .
mz-> 30 40 50 60 70 80 90 100 110 120 130 | 19t lonz 82 Resp: 1030890
‘Abundance lon Ratio Lower Upper
82.1 82 100
128 44 .0 36.1 54.1
a1 54 56.7 41.4 62.2
Ravsg 128.1
Abundance lon 82.00 (81.70 to 82.70): BF1
lon 128.00 (127.70 to 128.70): B
o1 70.1 081 1200000
o ) Ll 1zl
mz-> 30 40 50 60 70 80 90 100 110 120 130 | 1000000 7.39
Abundance
0 800000
600000
54.1
Su b50 128.1 400000
o1 - 200000
o 42.0 ' 71121 )
mz-> 30 40 50 60 70 80 90 100 110 120 130  Mme->  7.30 7.40 750
BF101376.D 8270-BF113017.M Thu Dec 14 11:59:17 2017

Instrument :
BNA_F
ClientSampleld :
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Abundance Scan 1327 (9.892 min): BF101015.D (-1322) (-) #38
1691 Acenaphthene-d10
Concen: 20.000 na
RT: 9.86 min Scan# 1321 [WSCInE)ls
Refs0 Delta R.T. -0.01 min ?ZII\!A_"ES el
Lab File: BF101376.D KEnEsEImelEel
Acq: 13 Dec 2017 21:08 ‘AUAIANIESERE
ol 37.9 108.1 132.0
miz--> 40 60 80 100 120 140 160 180 Tat lon:164 Resp: 319725
‘Abundance lon Ratio Lower Upper
162.1 164 100
162 103.7 86.1 129.1
160 47.9 38.3 57.5
Rawsg
Abundance |on 164.00 (163.70 to 164.70): E
80.1 500000 |0n 162.00 (161.70 to 162.70): E
o280 0 | ) 10001170'%% 11470 \‘\. 1911 400000
m/z--> 40 60 80 100 120 140 160 180 9,86
Abundance
1691 300000
200000
Sub
50
80.1 100000
oLgso >0 | 10001170W%%N70 | 011 0 :
miz--> 40 60 80 100 120 140 160 180 Time--> 9.80 9.90 '
Abundance Scan 1462 (10.686 min): BF101015.D (-1456) (-) #41
3298 | 2,4,6-Tribromophenol
Concen: 52.626 ng
RT: 10.65 min Scan# 1456
Refs0 Delta R.T. -0.01 min
Lab File: BF101376.D
Acq: 13 Dec 2017 21:08
o . .
miz--> 50 100 150 200 250 300 Tgt 1on:330 Resp: 202125
‘Abundance lon Ratio Lower Upper
3208 | 330 100
332 95.5 77.0 115.6
62.0 141 36.5 29.9 44 .9
Rawsg
Abundance |on 329.80 (329.50 to 330.50): E
2219 lon 331.80 (331.50 to 332.50): K
"249.9
0 \‘d 302.8 i 250000
‘ R A P 10.65
m/z--> 50 100 150 200 250 300
Abundance 200000
329.8
150000
62.0
Sub50 100000
140.9
50000
90.0 169.9 221'9249.9
0 300.8 o / )
miz--> 50 100 150 200 250 300 Time--> 1060 1070 '
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Abundance Scan 1211 (9.210 min): BF101015.D (-1205) (-) #44
17 2-Fluorobiphenvl
Concen: 74.036 na
RT: 9.17 min Scan# 1205
Refs0 Delta R.T. -0.01 min
Lab File: BF101376.D
Acq: 13 Dec 2017 21:08
o> O @ 6 8 100 1o 1o 160 1o 1At 10n:172 Resp: 1730094
‘Abundance lon Ratio Lower Upper
1721 172 100
171 36.4 29.7 44 .5
170 24.3 19.6 29.4
RaWSO
Abundance |on 172.00 (171.70 to 172.70): E
2000000 lon 171.00 (170.70 to 171.70): H
miz--> 40 ! 80 100 120 140 160 180 | 1500000 9.17
Abundance
172.1
1000000
Sub
50
500000
370 51.0 g0 850 990 1201 1461 ]
miz--> 40 60 80 100 120 140 160 180 Tme-> 910 920 9.30 9.0
Abundance Scan 1580 (11.380 min): BF101015.D (-1575) (-) #63
188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.35 min Scan# 1575
Refs0 Delta R.T. -0.01 min
Lab File: BF101376.D
Acq: 13 Dec 2017 21:08
160.1
o520 780 21" maormn Ty
miz--> 4 60 80 100 120 140 160 180 Tgt lon:188 Resp: 603133
‘Abundance lon Ratio Lower Upper
188.2 188 100
94 9.5 8.5 12.7
80 10.6 9.2 13.8
RaWSO
Abundance |on 188.00 (187.70 to 188.70): E
lon 94.00 (93.70 to 94.70): BF1
80.0 160.1 800000
0360520 " 1000me9l®21 T |
LI UL AL FURLELS UL S L AL UL B 11.35
m/z--> 40 60 80 100 120 140 160 180 600000
Abundance
188.2
400000
Sub
50
200000
0 52.0 100.0115.0 132.1 1601 /N 3 )
m/z--> 40 60 80 100 120 140 160 180 ' Time--> 1130 1135 1140
BF101376.D 8270-BF113017.M Thu Dec 14 11:59:18 2017

Instrument :
BNA_F
ClientSampleld :

120717-TIFR-F-D-S

Page 7



Abundance Scan 2030 (14.027 min): BF101015.D (-2024) (-) #75

240.2 Chrvsene-di2
Concen: 20.000 na
RT: 14.00 min Scan# 2025UEiInE)ls
Ref50 Delta R.T. -0.01 min BNA_F _
Lab File: BF101376.D fz':;qgsgfggf'[‘)’s
1201 Acq: 13 Dec 2017 21:08
o 64.0 92.0 158.1 184.1208.1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 = 19T 10n:240 Resp: 397673
Abundance lon Ratio Lower Upper
240.2 240 100
120 13.1 9.5 14.3
236 25.3 20.7 31.1
Rawsg
Abundance |on 240.00 (239.70 to 240.70): E
lon 120.00 (119.70 to 120.70): H
120.1
ol39.9 640 920 156.1 182.1 208.1 2810 500000
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 400000 14.00
Abundance
240.2
300000
Sub
- 200000
100000
120.1 A
oL, 520 920 158.1 184.1 212.1 281.0 0 J .

B B I L R N L R R R RN RN LR T T T T T T T ] T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time--> 14.00 14.10
Abundance Scan 1850 (12.968 min): BF101015.D (-1843) (-) #78

244.2 | Terphenyl-d14
Concen: 83.100 ng
RT: 12.94 min Scan# 1845
Ref50 Delta R.T. -0.00 min
Lab File: BF101376.D
Acq: 13 Dec 2017 21:08
122.1
ol 541 94.1 160.1 1g4 1 2122
miz--> 40 60 80 100 120 140 160 180 200 220 240 | 19t lon:244 Resp: 1510859
‘Abundance lon Ratio Lower Upper
o442 | 244 100
212 7.0 5.4 8.0
122 11.0 11.0 16.4#
Rawsg
Abundance |on 244.00 (243.70 to 244.70): E
lon 212.00 (211.70 to 212.70): §
541 8011 22t 1601 222 |
S S 0 v S N
miz--> 40 60 80 100 120 140 160 180 200 220 240 1500000 12.94
Abundance
244.2
1000000
Sub50
500000
122.1
o 541 92.1 160.1 1544 2122 o A )

mmmmmmm |||||IIII|IIII|I

miz--> 40 60 80 100 120 140 160 180 200 220 240  [Time--> 12.90  13.00
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Abundance Scan 2280 (15.498 min): BF101015.D (-2273) (-) #86
264.2 Pervlene-di12
Concen: 20.000 na
RT: 15.47 min Scan# 2276UStinEhs

Refso Delta R.T. 0.0l min A
Lab File: BF101376.D KEnEsEImelEel
132.1 Acq: 13 Dec 2017 21:08 AHHRIEEEEES
ol 57.1 852109, 156.0180.0204.1 232.1
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 260 | 10T 10N-264 Resp: 320932

Abundance lon Ratio Lower Upper
264.2 264 100

260 24.2 19.2 28.8
265 21.1 17.5 26.3

Rawg

Abundance |on 264.00 (263.70 to 264.70): E
1321 lon 260.00 (259.70 to 260.70):

300000

41.0 65.9 104.0 “ 156.0180.1 207,023?.1 .

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

o

15.47

264.2 200000

Sub
50 100000

132.1
54.0 78.0 104.0 156.0180.1204.1 232.1 0 ,

WWTWWWTWWFWW T T T T T T T T T T T T T
nmz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time-->  15.40 15.50 15.60
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