LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8440.D

Acqg On : 16 Dec 2021 06:13

Operator : CG/JU

Sample : M4812-01 :
Misc : SETTLING-TANK-01

ALS Vvial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP008440.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.869 316 320 328 rBV 144002 210007 7.39% 1.374%
2 5.340 395 400 419 rBV 796180 1379881 48.55% 9.025%
3 5.758 466 471 477 rVB 19630 30863 1.09% 0.202%
4 6.940 666 672 689 rBV 735385 1383333 48.67% 9.048%
5 7.740 802 808 817 rBV 206610 321148 11.30% 2.101%

6 8.904 999 1006 1021 rBV 488760 872578 30.70% 5.707%
7 10.540 1276 1284 13600 rBV 231312 438633 15.43%  2.869%
8 13.010 1697 1704 1728 rBV 1184413 1838875 64.69% 12.028%
9 14.392 1932 1939 1955 rBV 344459 581792 20.47%  3.805%

10 15.822 2177 2182 2187 rBV 67927 85071 2.99% 0©.556%
11 15.898 2189 2195 2214 rBV 741211 1298291 45.68%  8.492%
12 17.157 2403 2409 2424 rBV 466168 750578 26.41%  4.909%
13 17.281 2425 2430 2437 rVB 85137 130048 4.58% 0.851%
14 17.451 2455 2459 2468 rBV3 18938 32331 1.14% 0.211%
15 17.816 2516 2521 2529 rVB2 68361 119879 4.22% ©.784%
16 18.063 2559 2563 2570 rBv4 25101 53603 1.89% ©.351%
17 18.128 2570 2574 2577 rVB 23604 30787 1.08% 0.201%
18 19.733 2841 2847 2856 rBV 2350772 2842423 100.00% 18.591%
19 20.480 2971 2974 2977 rBV 36917 39407 1.39% 0.258%

20 20.974 3055 3058 3068 rVB 77409 119425 4.20% ©0.781%

21 21.174 3089 3092 3098 rVB 105766 121666  4.28%
22 21.269 3103 3108 3119 rVW 676991 957402 33.68%
23 21.380 3123 3127 3143 rVB 445991 716635 25.21%
24 23.639 3505 3511 3519 rVB 469134 934204 32.87%
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Sum of corrected areas: 15288860
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Dec 2021 ©06:13
: CG/IU
: M4812-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
BP008440.D

SETTLING-TANK-01

: 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BP008440.D\data.ms

5.340 6.940

8.904

5.758

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

2000000

1500000

1000000

500000

TIC: BP008440.D\data.ms
19.733

13.010

15.898

14.392

0
Time-->
Abundance

2000000

1500000

1000000

500000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008440.D\data.ms

21.269

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
BP008440.D

: 16 Dec 2021 06:13

: CG/JU

: M4812-01

: 31 Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

SETTLING-TANK-01

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.869 13.08 ng 210007 1,4-Dichlorobenzene-d4 7.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Pentanol 88 C5H120 000584-02-1 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Acetone 58 C3H60 000067-64-1 9
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 320 (4.869 min): BP008440.D\data.ms (-316) (-)

m/z-->

5000

0

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

43.0

101.1

\ J N 192.7 269.1 341.0 430.4489.8548.(

0 50 100 150 200 250 300 350 400 450 500 550

#9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

101.0

TN
[T
0 50

100 150 200 250 300 350 400 450 500 550

#2348: 3-Pentanol
59.0

i

0 50 100 150 200 250 300 350 400 450 500 550

#4576: Morpholine, 4-methyl-
43.0

101.0

H | ‘

43.00 100.00%

|

4.60 4.80 5.00 5.20
m/z 59.00 67.30%

|

4.60 4.80 5.00 5.20
m/z 101.10  23.89%

|

4.60 4.80 5.00 5.20
m/z 58.00 16.10%

o

4.60 4.80 5.00 5.20
m/z 41.00 9.79%

e

m/z

0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8440.D

Acqg On : 16 Dec 2021 06:13

Operator : CG/JU

Sample : M4812-01 :
Misc : SETTLING-TANK-01

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.822 2.27 ng 85071  Phenanthrene-d1e 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 99
2 12-Octadecenal 266 C18H340 056554-91-7 25
3 n-Pentadecylcyclohexane 294 C21H42 006006-95-7 16
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 16
5 Heptylcyclohexane 182 C13H26 005617-41-4 16

Abundance Scan 2182 (15.822 min): BP008440.D\data.ms (-2177) (- m/z 83.00 100.00%

83.0
249.1
5000
‘ 1550 16,00
179 1 : :
obb bl “m LA || 3268 4005 5044 ., 8195  79.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #134057: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0 249.0
5000 — e
15.50 16.00
m/z 249.10 79.73%
2 '$‘l L?l 0
O \‘WT‘\‘\l\\‘f\\T‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155916: 12-Octadecena
82.0
— el
15.50 16.00
5000 m/z 41.00  55.28%
Ullliges. =22
B LT v
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #192009: n-Pentadecylcyclohexane e —
83.0 15.50 16.00
m/z 70.00 53.69%
5000
059111, 1650 2900
‘H"H“H“_“w“u“u“u“_“w“u“u“u“_ = e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8440.D

Acqg On : 16 Dec 2021 06:13

Operator : CG/JU

Sample : M4812-01 :
Misc : SETTLING-TANK-01

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzenamine, 2,4,6-tribromo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.281  3.47ng 130048 Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4,6-tribromo- 327 CoHaBraN 000147-82-0 60

2 4-Hydroxy-2',4',6"'-trichlorobiph... 344 C15H15C130Si 1000447-71-9 41
3 3-Hydroxy-2',4',6'-trichlorobiph... 344 C15H15C130Si  1000447-69-8 25

4 Sipatrigine, N,N-dimethyl 399 C17H20C13N5 1000498-90-8 22
5 N4-(3-Bromophenyl)-N6-methylpyri... 329 C14H12BrN5 171179-06-9 22
Abundance Scan 2430 (17.281 min): BP008440.D\data.ms (-2425) (- m/z 328.75 100.00%
328.8
62.0
140.9
5000
249.8
—r— -
‘ ‘ 387.7 17.00 17.50
YL TN § N “J* - Mh M k44505046 /7 330,65 93.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #233314: Benzenamine, 2,4,6-tribromo-
329.0
5000 T ——
17.00 17.50
’90{0 17r0 250.0 ITI/Z 61.95 69.49%
O “I\H\lllm\“\!\"1ﬂ’\“\\\\‘\\\\Jil\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #252666: 4-Hydroxy-2',4',6'-trichlorobiphenyl, trimethylsily

329.0
—r— T
17.00 17.50
5000 ITI/Z 300.75 53.09%
73.0
‘ 165.0
LTINS UUY VU | S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #252665: 3-Hydroxy-2',4',6'-trichlorobiphenyl, trimethylsily e ——
329.0 17.00 17.50
93.0 m/z 302.60 52.93%
5000
‘ 173.0
o2l bl g0l ML
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8440.D

Acqg On : 16 Dec 2021 06:13

Operator : CG/JU

Sample : M4812-01 :
Misc : SETTLING-TANK-01

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Phenol, 2,3,5-tribromo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.816 3.19 ng 119879  Phenanthrene-die 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,5-tribromo- 328 C6H3Br30 057383-81-0 95
2 2,4,6-Tribromo-2,5-cyclohexadienone 328 C6H3Br30 020244-61-5 94
3 Phenol, 2,4,6-tribromo- 328 C6H3Br30 000118-79-6 93
4 2,4,5-Tribromophenol 328 C6H3Br30 014401-61-7 93
5 3,4,5-Tribromophenol 328 C6H3Br30 116434-90-3 87

Abundance Scan 2521 (17.816 min): BP008440.D\data.ms (-2516) (- m/z 331.80 100.00%

33[L.8
5000
62.0
142.9
— —
“ 249.8 17.50 18.00
ol quuuwuuu¢uh wbidodull 42905003 L "500 g0 o8.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234940: Phenol, 2,3,5-tribromo-
330.0
5000 — ——
17.50 18.00
62.0 o,
m/z 327.70 37.98%
{ 141.0 250.0
O‘\\1‘\“\““\4\‘\“\\\H‘\M\‘\\‘\JI‘\\‘J“\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234943: 2,4,6-Tribromo-2,5-cyclohexadienone
330.0
— —
17.50 18.00
5000 m/z 333.70  36.03%
62.0
‘ 143 0 250.0
0“HH‘I‘H“fm‘uHW"H‘J‘“M,H AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234942: Phenol, 2,4,6-tribromo- - T
330.0 17.50 18.00
m/z 62.00 34.23%
5000
62.0
{ 141.0 222.0
o"Huﬁk‘v‘h‘“_w‘w‘ﬂ‘w“u“‘“‘H“H“_“‘_“w‘ — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\

Data File : BP©©8440.D

Acqg On : 16 Dec 2021 06:13

Operator : CG/JU

Sample : M4812-01 :
Misc SETTLING-TANK-01

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Tricosene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.974 2.49 ng 119425  Chrysene-d12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
3 Nonacos-1-ene 406 C29H58 018835-35-3 93
4 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 90
5 Cyclotetracosane 336 C24H48 000297-03-0 87

Abundance Scan 3058 (20.974 min): BP008440.D\data.ms (-3055) (-  m/z 57.10 100.00%
57.1
5000 MJL/\
21.00
207.0 :
285.1 355.0
o‘Hm‘mH‘Hmmum‘,HH‘w_Wf"ﬁ‘hzmw‘?f‘?‘ m/z 55.00 79.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227233: 1-Tricosene
57.0
5000 L
21.00
m/z 83.10 76.48%
322.0
O‘\\\‘\"J\\\\h‘\l\‘\\\‘“\“\\‘9\6’\9\\2’6\4\.\0\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227238: 9-Tricosene, (2)-
57.0
——
21.00
5000 ITI/Z 69.10 71.16%
5.0
‘ ‘ 322.0
ol «‘W»!‘1\“1??‘9”2,‘?49‘HMW_MW_W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene —
57.0 21.00
m/z 43.10 68.24%
5000
5.0
ol gm0 wso -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\

Data File : BP©©8440.D

Acqg On : 16 Dec 2021 06:13

Operator : CG/JU

Sample : M4812-01 :
Misc . SETTLING-TANK-01

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Triphenylphosphine oxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.380 14.97 ng 716635 Chryseme-di2 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 97

001530-45-6 64
1000483-83-4 50
015990-54-2 45
017046-34-3 32

2 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P

5 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2

Abundance Scan 3127 (21.380 min): BP008440.D\data.ms (-3123) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0 —
‘ \H 21.00 2150
Ob e 2200, L4 | 3410 4132 5031 ;578,05  33.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T
21.00 2150
77.0 199.0 m/z 199.00 21.85%
Ol‘-%\o\\[‘\\‘\\‘\\\\“\\\h\u\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror
277.0
2100 2150
199.0
77.0
T 7 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y =
277.0 21.00 2150
m/z 77.00 19.87%
5000
7o 183.0
dhredebsirbiblo b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2100 2150
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8440.D

Acqg On : 16 Dec 2021 06:13

Operator : CG/JU

Sample : M4812-01 :
Misc : SETTLING-TANK-01

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.869 13.1 ng 210007 1 7.740 321148 20.0
1,3,5-Triazine-... 15.822 2.3 ng 85071 4 17.157 750578 20.0
Benzenamine, 2,... 17.281 3.5 ng 130048 4 17.157 750578 20.0
Phenol, 2,3,5-t... 17.816 3.2 ng 119879 4 17.157 750578 20.0
1-Tricosene 20.974 2.5 ng 119425 5 21.269 957402 20.0
Triphenylphosph... 21.380 15.0 ng 716635 5 21.269 957402 20.0
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