LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04 :
Misc : P013-SS002-1824-01

ALS vial : 4 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_ G\Methods\8270-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53732.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.043 4 9 21 rVB 176256 259836 16.65% 2.956%
2 5.516 424 430 445 rBV 359023 588062 37.67% 6.689%
3 7.132 697 705 716 rBV 380566 668061 42.80%  7.599%
4 7.948 838 844 852 rBV 91479 150077 9.61% 1.707%
5 9.117 1036 1043 1055 rBV 241008 431233 27.63%  4.905%

6 10.762 1315 1323 1332 rBV 121744 211277 13.54% 2
7 13.212 1733 1740 1748 rBV 656068 1015330 65.05% 11.
8 14.592 1969 1975 1982 rBV 204426 310733 19.91%  3.534%
9 16.084 2223 2229 2238 rBV 529263 816040 52.28% 9
10 17.341 2437 2443 2451 rBV 262568 386273 24.75% 4

11 18.234 2590 2595 2611 rBV3 80519 182324 11.68% 2.074%

12 18.516 2637 2643 2650 rBV1e 11584 19766  1.27% 0.225%
13 19.250 2764 2768 2774 rVB7 18684 28234 1.81% 0.321%
14 19.391 2787 2792 2801 rBV9 14997 42542 2.73% 0.484%

15 19.503 2807 2811 2822 rBV2 100066 224670 14.39%  2.556%

16 19.949 2881 2887 2898 rVB 1146193 1560934 100.00% 17.755%

17 20.096 2908 2912 2916 rBV5 33506 40316  2.58% 0.459%
18 20.137 2916 2919 2925 rBV8 12444 21431  1.37% 0.244%
19 20.237 2931 2936 2941 rVB 88615 115464 7.40%  1.313%
20 20.284 2941 2944 2948 rBVS5 14933 21762 1.39% 0.248%
21 20.431 2966 2969 2973 rVB6 17441 22205 1.42% ©.253%
22 20.508 2978 2982 2988 rVwV 87543 113464 7.27% 1.291%
23 20.566 2988 2992 2996 rBV6 22850 35600 2.28% 0.405%
24 20.666 3005 3009 3016 rVB7 34290 64681 4.14% 0.736%
25 20.831 3030 3037 3043 rBV5 58973 126520 8.11% 1.439%
26 20.983 3059 3063 3068 rVB3 64512 87192 5.59% 0.992%
27 21.054 3071 3075 3078 rBV5 28077 35152  2.25% ©0.400%
28 21.242 3103 3107 3110 rBV2 80802 124684  7.99% 1.418%
29 21.600 3163 3168 3178 rVB 255676 540418 34.62% 6.147%
30 22.029 3237 3241 3249 rVB1O 42236 76465 4.90% 0.870%
31 22.105 3252 3254 3262 rVB9 24350 40893 2.62% ©.465%

32 24.778 3701 3709 3725 rVB 140327 429905 27.54%  4.890%

Sum of corrected areas: 8791544
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04 :
Misc : P013-SS002-1824-01

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053732.D\data.ms
1000000
800000
600000
400000 5516 7.132

9.117
200000043

10.762

7.948

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG053732.D\data.ms
19.949

1000000

800000

13.212

600000 16.084

400000
17.341

200000 14.592

O LA B B e e B L e L B o o
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG053732.D\data.ms
1000000
800000
600000
400000

200000 24.778

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13
Operator : CG/JU

Sample : N2921-04

Misc

ALS vial : 4 Sample Multiplier: 1

P013-SS002-1824-01

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 1 Butane, 2-methoxy-2-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.043 34.63 ng 259836 1,4-Dichlorobenzene-d4 7.948
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 9 (3.043 min): BG053732.D\data.ms (-4) (-)

m/z 73.10 100.00%

73.1
5000 43.1
87.2
G e
‘ 91 ‘ 3.103.203.303.40
Ot L m/z 43.15  42.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T T T T[T T[T T[T TTrT1
43.0 3.103.203.303.40
87.0 m/z 55.15 28.17%
29.0
N \‘ 90 i
O\‘\\\\‘\\\\‘f\f\‘\f\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A M .
3.103.203.303.40
5000 41.0 55.0 ITI/Z 87.15 26.59%
27.0
0 IR 112.0 129.0
b e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- RRERRasaEEER S
73.0 3.103.203.303.40
m/z 41.15 13.32%
5000 43.0
58.0
0“HWWHH‘H‘WH‘WH‘W‘MW‘HW‘H‘_H‘_H‘_‘HM‘H A RARAAANRRRNREAER SEALESS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04 :
Misc : P013-SS002-1824-01

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.234 9.44 ng 182324  Phenanthrene-di10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Docosyl propyl ether 368 C25H520 1000406-28-2 30

Abundance Scan 2595 (18.234 min): BG053732.D\data.ms (-2590) (-  m/z 73.10 100.00%

43.1 73.1
5000
T —
18.00 18.50
01 m/z 43.15 91.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T L
18.00 18.50
157.0 18502130 256.0 m/z 60.10 86.16%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid
43.0 730
18.00 18.50
5000 129.0 m/z 41.15 78.61%
1990 2420
T
NI o o Y P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid — —
73.0 18.00 18.50
43.0 m/z 55.15 67.92%
5000
129.0
185.0 228.0
0 ?570 s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04 :
Misc : P013-SS002-1824-01

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknown19.391 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.391 2.20 ng 42542  Phenanthrene-d10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-2-heptene 126 CSH18 003074-64-4 30
2 2-Pyrazoline, 1-methyl-4-propyl- 126 C7H14N2 033063-77-3 30
3 Ethyl tiglate 128 C7H1202 005837-78-5 30
4 Cyclopentane, 1-acetyl-1,2-epoxy- 126 C7H1002 015121-02-5 27
5 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 27

Abundance Scan 2792 (19.391 min): BG053732.D\data.ms (-2787) (- m/z 83.15 100.00%

83.2
41.1
5000
126.1 208.1 "~ —
1T T T O i M
o — Al es2 [ 11wz ss.is e7.48%
mlz--> 50 100 150 200 250 300 350
Abundance #13205: 2,3-Dimethyl-2-heptene
55.0
5000 — e
19.00 19.50
126.0 m/z 57.10 71.27%
01\5.\%\ L“ “ \‘H H\‘ \“ T \“\ T ‘ T T T ‘ T T T ‘ T T T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #12859: 2-Pyrazoline, 1-methyl-4-propyl-
83.0
— —
19.00 19.50
5000 ITI/Z 67.25 65.55%
42.0
126.0
bkl de L
miz-> 50 100 150 200 250 300 350
Abundance #13972: Ethyl tiglate — —
55.0 19.00 19.50
m/z 41.15 61.89%
5000
00.0
olMMM — —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG®53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

P013-SS002-1824-01

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 4 Octadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.503 8.31 ng 224670  Chrysene-di12 21.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 78
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2811 (19.503 min): BG053732.D\data.ms (-2807) (-

m/z 43.15 100.00%

o J\W
T |
19.50
0 m/z 60.10 86.81%
mlz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
5000 129.0 T w
19.50
m/z 73.15 83.18%
29.0 185.0 ,4q  284.0
O\‘\‘ ‘“M‘m \“‘\ \‘\‘\‘\\‘\ \“\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
T |
19.50
m/z 55.15 71.83%
5000 284.0 /
3.0 1290
1850 2410
M\H uhH M\ il | ‘ Ll ‘ 372.
ol e o e BB
miz--> 50 100 150 200 250 300 350
Abundance #75713: Dodecanoic acid T
73.0 19.50
m/z 57.15 67.23%
5000
29.
2000
O\AL/A‘ ——
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG®53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

P013-SS002-1824-01

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 5 2,3,4,4',5,6-Hexachloro-1,1...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.237 4.27 ng 115464  Chrysene-di12 21.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3,4,4',5,6-Hexachloro-1,1"'-bip... 358 C12H4Cl6 041411-63-6 99
22,2',3,4',6,6"'-Hexachloro-1,1"'-b... 358 C12H4Cl6 068194-08-1 99
32,3,3',4,5",6-Hexachloro-1,1"'-bi... 358 C12H4Cl6 074472-43-8 99
4 2,3,3',4,5,5"'-Hexachloro-1,1"-bi... 358 C12H4Cl6 039635-35-3 99
5 1,1'-Biphenyl, 2,3,3",4,4"',5-hex... 358 C12H4Cl6 038380-08-4 99

Abundance Scan 2936 (20.237 min): BG053732. D\data ms (-2931) (-
359.9

5000

73.0
0,
miz--> 50 100 150 200 250
Abundance #%Tw0234¢56memmolrmmaM
5000

360.0
290.0
oL 730 10 014504, 021?025‘3.0
T ‘ T \ T ‘ T ‘ T ‘ T ‘ T T T

miz--> 50 100 150 200 250 300 350
Abundance #267181: 2,2',3,4',6,6'-Hexachloro-1,1'- bmhenw

0
5000 290.0
218.0
182.0 ‘ 254.0
0 il M‘u i, Al
e e i W

m/z--> 50 100 150 200 250 300 350
Abundance

5000

m/z 359.85 100.00%

a Ll
20.00 20.50
m/z 289.90 91.98%
20.00 20.50
m/z 361.85 78.52%
I N Al A
20.00 20.50
m/z 287.90 74 .45%

AAA AL

#267157: 2,3,3',4,5',6-Hexachloro-1,1'-biphenyl A N R

360.0 20.00 20.50

m/z 357.85 58.71%
290.0
145.0
2180
1090 181.0 ﬂ

ob TROR L BT LR N IINIINILY

m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04 :
Misc : P013-SS002-1824-01

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 6 1,1'-Biphenyl, 2,3,3',4,4',... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.508 4.20 ng 113464  Chrysene-di12 21.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,3,3",4,4"',5-hex... 358 C12H4Cl6 038380-08-4 99
2 2,3,3',4,4',6- Hexachlor‘o 1,1'-bi... 358 C12H4Cl6 074472-42-7 99
32,3,3',4',5,6-Hexachloro-1,1"'-bi... 358 C12H4Cl6 074472-44-9 99
4 1,1'-Biphenyl, 2,3',4,4',5,5'-he... 358 C12H4Cl6 052663-72-6 99
52,3,3',4,5",6- Hexachloro 1,1'-bi... 358 C12H4Cl6 074472-43-8 99

Abundance Scan 2982 (20.508 min): BG053732. D\data ms (- 2978) (- m/z 359.85 100.00%

5000

/\/\ Al

‘ e
20.50

m/z 289.90  96.91%

082 14411g72

0,
m/z--> 50 100 150 200 250 300 350
Abundance #267200: 1,1'-Biphenyl, 2,3,3',4,4',5-hexachloro-

360.0
A/\ /\/\ j\ /\ M,
5000 e ARaL
2900 20.50
m/z 361.85 77.03%
145,
73,0 109.014 0182, 021802540 ‘H\

0 \‘\\h\“\”“u\“\\ L B \\‘”H\\\ L
miz--> 50 100 150 200 300 350

Abundance #267169: 2,3,3‘,4,4',6—Hexach|0r0—l,l—blphenyl

360.0 /\A
L0
20.50
5000 m/z 287.90  68.49%
200.0
73,0 109.0145 018202180554, M

(o [N BN RN VI A A S e D |
miz--> 50 100 150 200 250 300 350 A /\ /\
Abundance #267158: 2,3,3',4',5,6-Hexachloro-1,1'-biphenyl

LA )
360.0 20.50
m/z 357.85 52.85%
5000 290.0
2180
730" ‘ 254.0 /\
i " \h ol H\ \HH \ I N ‘M‘/\ | }\“ /\‘ 1l

m/z--> 50 100 150 200 250 300 350 20.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04 :
Misc : P013-SS002-1824-01

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 7 1,1'-Biphenyl, 2,2',3,5,5',... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.666 2.39 ng 64681  Chrysene-di12 21.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2,2',3,5,5',6-hex... 358 C12H4Cl6 052663-63-5 98
2 2,3,4,4',5,6-Hexachloro-1,1"'-bip... 358 C12H4Cl6 041411-63-6 98
3 1,1'-Biphenyl, 2,2',3,3',5,5"'-He... 358 C12H4Cl6 035694-04-3 98
4 1,1'-Biphenyl, 2,2',3,4,5,5"-hex... 358 C12H4Cl6 052712-04-6 97
5 1,1'-Biphenyl, 2,2',4,4',5,5'-he... 358 C12H4Cl6 035065-27-1 97

Abundance Scan 3009 (20.666 min): BG053732.D\data.ms (-3005) (-  m/z 289.90 100.00%

289.9
5000
Y WA
20.50 21.00
0! m/z 287.90 79.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #267188: 1,1'-Biphenyl, 2,2',3,5,5',6-hexachloro-
360.0
5000
290.0 20.50 21.00
m/z 359.95 77.38%
145.0 .
. 73.0 218.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #267150: 2,3,4,4',5,6-Hexachloro-1,1'-biphenyl
360.0
AL AR VAN 2
20.50 21.00
5000 ITI/Z 361.85 76.66%
290.0
73.0 | 14?0 21?0 M
miz--> 50 100 150 200 250 300 350 400 /\
Abundance #267216: 1,1'-Biphenyl, 2,2',3,3',5,5'-Hexachloro- ‘/\‘/\‘ : - —
360.0 20.50 21.00
m/z 220.05 41.08%
145.0
740 218.0
0,
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13
Operator : CG/JU

Sample : N2921-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 3k 5k 3 3K 5k 3 5k 5k 3k 3k 5k 3k 3K 5K 3k 3k 5k 3k 5k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5k 5k 3 5k 5 3 5K 5k 3 5k ok 3 5K ok 3 >k ok Kk kK
Peak Number 8 2,3,3',4,4',6-Hexachloro-1,... Concentration R

R.T. EstConc Area Relative to ISTD

20.831 4.68 ng 126520  Chrysene-di12

',4,4' ,6-Hexachloro-1,1"-bi... 358 C12H4C1l6 07447
4',5,6-Hexachloro-1,1'-bip... 358 C12H4Cl6 04141
henyl, 2,2',4,4',6,6'-he... 358 C12H4Cl6 03397
',5,6-Hexachloro-1,1"-bi... 358 C12H4Cl6 07447
-Biphenyl, 2,3',4,4',5,5'-he... 358 C12HA4Cl6 05266

Abundance Scan 3037 (20.831 min): BG053732.D\data.ms (-3030) (- m/z 359.85
289.9 9

5000

k% ok ok %k
ank 4

2-42-7 99
1-63-6 99
9-03-2 99
2-44-9 99
3-72-6 99

100.00%

m/z--> 50 100 150 200 250 300 350

Abundance #267169: 2,3,3',4,4',6-Hexachloro-1,1'-biphenyl
360.0 j{
/\/\ /\ A M

5000 ot
290.0 20.50

m/z 287.90

21.00
66.06%

145.0
o TR o0 0msa0 |
miz--> 50 100 150 200 250 300 350
Abundance #267148: 2,3,4,4',5,6-Hexachloro-1,1"-biphenyl
360.0

20.50 21.00
5000 ITI/Z 361.85 64 .64%
73,0 109.01450, ¢4 (218055, 4
0,
miz--> 50 100 150 200 250 300 350 A
Abundance #267233: 1,1'-Biphenyl, 2,2',4,4',6,6'-hexachloro- A‘A‘ ; il
360.0 20.50 21.00
m/z 357.85 50.94%
5000
290.0
145.0 218.0
109.0
o, 12010007 181021002500 m U TRV A
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BGO50522.M Tue May 31 18:29:48 2022

P013-SS002-1824-01

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04 :
Misc : P013-SS002-1824-01

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 9 2,2',3,4,4',6,6'-Heptachlor... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.983 3.23 ng 87192  Chrysene-di12 21.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2',3,4,4',6,6"'-Heptachloro-1,1... 392 C12H3C17 074472-48-3 99
2 1,1'-Biphenyl, 2,2',3,3',4,4',5-... 392 C12H3C17 035065-30-6 99
3 1,1'-Biphenyl, 2,2',3,4',5,5',6-... 392 C12H3Cl7 052663-68-0 99
4 1,1'-Biphenyl, 2,2',3,3',4,4',6-... 392 C12H3C17 052663-71-5 99
5 1,1'-Biphenyl, 2,2',3,4,4"',5',6-... 392 C12H3C17 052663-69-1 99

Abundance Scan 3063 (20.983 min): BG053732. D\data ms (- 3059) (- m/z 393.85 100.00%

/\M /\AM

21.00

5000

0 m/z 323.95 97.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #296382: 2,2',3,4,4',6,6'-Heptachloro-1,1'-biphenyl
394.0
5000 324.0
21.00
m/z 395.80 86.29%
162.0 254.0 /
0l e “‘\h“ m‘\‘?‘ﬂm it ‘\‘ : ‘\\Mu‘ : ‘\\“ : ‘hH\‘ —
m/z--> 50 100 150 200 250 300 350 400
Abundance  #296402: 1,1'-Biphenyl, 2,2',3,3',4,4',5-heptachloro- /\ /\ j\
i /\ UL g D0
21.00

5000 m/z 325.85  71.55%

254.0
0,

miz--> 50 100 150 200 250 300 350 400

Abundance  #296408: 1,1'-Biphenyl, 2,2',3,4',5,5',6-heptachloro-

21.00

m/z 321.85 68.76%

/\nf\ /\A /\A

21.00

5000

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04 :
Misc P013-SS002-1824-01

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 10 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.242 4.61 ng 124684  Chrysene-d12 21.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 98
2 1-Nonadecene 266 C19H38 018435-45-5 97
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 95
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 95

5 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 95

Abundance Scan 3107 (21.242 min): BG053732.D\data.ms (-3103) (- m/z 43.15 100.00%

43.1
3.2
5000
s Sy
249.2 : : :
o1 ‘Mu““l‘u \H\ | ‘m \\ “““%““32 \“ Ll ‘3‘(‘)3‘1“35‘9 m/z 55.15 92.82%
miz--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
5000 — —
21.00 21.50
m/z 57.15 89.90%
L \
O\\“\\“ \\‘}h‘\\\‘\’L\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #155959: 1-Nonadecene
57.0 97.0
— —
21.00 21.50
5000 m/z 69.15 81.27%
%390 266.0
se LULLLTT amozae |
m/z--> 50 100 150 200 250 300 350
Abundance #280777: Trichloroacetic acid, pentadecyl ester — —
43.0 21.00 21.50
83.0 m/z 83.15 76.25%
B mm»mwwwuk]\wwmwwwwmw
250
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04 :
Misc : P013-SS002-1824-01

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 11 1,1'-Biphenyl, 2,2',3,4',5,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.029 2.83 ng 76465  Chrysene-d12 21.600
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2',3,4',5,5',6-... 392 C12H3C17 052663-68-0 99
2 2,2',3,4,4',6,6" Heptachlor‘o 1 1... 392 C12H3C17 074472-48-3 99
31,1'- B1pheny1 2,2',3,4,4',5",6-... 392 C12H3C1l7 052663-69-1 99
4 1,1'-Biphenyl, 2,2',3,4,4',5, 6 -... 392 C12H3C1l7 060145-23-5 99
52,2',3,4',5,6,6" Heptachlor‘o 1,1... 392 C12H3C1l7 074487-85-7 99

Abundance Scan 3241 (22.029 min): BG053732.D\data.ms (-3237) (- m/z 393.85 100.00%

323.9 393.9
251.9
5000 109.2 /\
181.2 \ I ‘
67 22.00
0! m/z 323.90 94.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #296408: 1,1'-Biphenyl, 2,2',3,4',5,5',6-heptachloro-

396.0

d )

— \
22.00

m/z 395.85 80.66%

5000

254.0

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance  #296382: 2,2',3,4,4',6,6'-Heptachloro-1,1'-biphenyl
394.0 /\
WAV -
22.00
5000 324.0 m/z 321.95 73.70%
162.0 2540
[o) R B e e ““\‘ \M HmH\u —t ‘H\‘ . ‘umu . ‘\\“ . ‘MN\‘ -
m/z--> 50 100 150 200 250 300 350 400 /\
Abundance  #296405: 1,1'-Biphenyl, 2,2',3,4,4',5',6-heptachloro- L —A— } —
394.0 22.00
m/z 325.90  71.30%
5000 324.0
162.0 252.0
0l 610 100 L 2050 L, ‘\H“ _ L\ n f\ s
m/z--> 50 100 150 200 250 300 350 400 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52722\
Data File : BG@53732.D

Acqg On : 27 May 2022 14:13

Operator : CG/JU

Sample : N2921-04 :
Misc : P013-SS002-1824-01

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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|
Butane, 2-metho... 3.043 34.6 ng 259836 1 7.948 150077 20.0
n-Hexadecanoic ... 18.234 9.4 ng 182324 4 17.341 386273 20.0
unknown19.391 19.391 2.2 ng 42542 4 17.341 386273 20.0
Octadecanoic acid 19.503 8.3 ng 224670 5 21.600 540418 20.0
2,3,4,4',5,6-He... 20.237 4.3 ng 115464 5 21.600 540418 20.0
1,1'-Biphenyl, ... 20.508 4.2 ng 113464 5 21.600 540418 20.0
1,1'-Biphenyl, ... 20.666 2.4 ng 64681 5 21.600 540418 20.0
2,3,3',4,4',6-H... 20.831 4.7 ng 126520 5 21.600 540418 20.0
2,2',3,4,4',6,6... 20.983 3.2 ng 87192 5 21.600 540418 20.0
Cyclopentadecane 21.242 4.6 ng 124684 5 21.600 540418 20.0
1,1'-Biphenyl, ... 22.029 2.8 ng 76465 5 21.600 540418 20.0
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