LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29597.D

Acqg On : 22 Apr 2021 17:05

Operator : CG/JU

Sample : M2106-06

Misc : SB-23-14.5-15.0

ALS vial : 5 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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29597.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.228 392 398 409 rBV 717931 1056993 36.09% 5.919%
2 6.810 659 667 682 rBvV 709478 1133968 38.72% 6.350%
3 7.634 801 807 816 rBV 229394 368886 12.60% 2.066%
4 8.787 996 1003 1019 rBV 415622 712388 24.33%  3.989%
5 10.410 1272 1279 1292 rBV 277544 474027 16.19%  2.654%
6 12.892 1694 1701 1716 rBV 1248406 1816203 62.02% 10.170%
7 13.739 1838 1845 1853 rBV 41476 64722  2.21% 0.362%
8 14.275 1930 1936 1949 rVB2 457958 675231 23.06% 3.781%
9 14.827 2023 2030 2041 rBV 55404 171123 5.84% 0.958%
10 15.769 2184 2190 2199 rBV 1032127 1460093 49.86% 8.176%
11 16.439 2297 2304 2310 rBV9 24656 49606 1.69% 278%
12 17.021 2397 2403 2410 rBV 580050 829111 28.31% 643%
13 17.804 2532 2536 2540 rBV7 15668 30128 1.03%

14 17.933 2552 2558 2578 rBV 755120 1172535 40.04%
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15 19.215 2771 2776 2791 rVB 393707 613053 20.93% 433%
16 19.468 2814 2819 2826 rBV 158746 230155 7.86%  1.289%
17 19.651 2845 2850 2862 rBV 2351037 2928573 100.00% 16.398%
18 19.945 2897 2900 2903 rBv4 21384 31389 1.07% ©.176%
19 20.004 2904 2910 2921 rVB2 74753 199131 6.80% 1.115%
20 20.457 2985 2987 2994 rVB5 21997 34571 1.18% 0.194%

21 20.927 3061 3067 3074 rVB 308989 457958 15.64%
22 21.204 3109 3114 3122 rBV 822079 1078457 36.83%
23 23.392 3480 3486 3494 rVB 608259 1145520 39.12%
24 25.803 3889 3896 3908 rVB3 426925 1125223 38.42%
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Sum of corrected areas: 17859044
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29597.D

Acqg On : 22 Apr 2021 17:05

Operator : CG/JU

Sample : M2106-06

Misc : SB-23-14.5-15.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM029597.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29597.D

Acqg On : 22 Apr 2021 17:05

Operator : CG/JU

Sample : M2106-06

Misc : SB-23-14.5-15.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexathiane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.828 5.07 ng 171123  Acenaphthene-die 14.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 Sé6 013798-23-7 91
2 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9

3 dimethyl tellurenyl 192 C2H6STe 1000374-19-6 5
4 Sulfur dioxide 64 02S 007446-09-5 4

5 Ethyl Chloride 64 C2H5C1 000075-00-3 4

Abundance Scan 2030 (14.827 min): BM029597.D\data.ms (-2023) (- m/z 63.95 100.00%

64.0
191.9
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127.9 N T
14.50 15.00
0 H_M“":‘_‘m‘H‘W‘H‘w_WW_WW‘ m/z 191.90  63.03%
m/z--> 50 100 150 200 250 300 350 400 450 500
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5000 — —=
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O \\‘\‘\\\"‘\\J\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238160: Di(tert-butyl) trisulfide, perfluoro-
64.0
P e
14.50 15.00
5000 ITI/Z 127.90 18.87%
ol ] \ 163.0 315.0 534.(
v T e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54768: dimethyl tellurenyl — R
192.0 14.50 15.00
m/z 95.90 12.75%
5000
130
0 B SN VS
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29597.D

Acqg On : 22 Apr 2021 17:05

Operator : CG/JU

Sample : M2106-06

Misc : SB-23-14.5-15.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.933  28.28 ng 1172540  Phenanthrene-d10 17.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2558 (17 933 min): BM029597.D\data.ms (-2552) (- m/z 73.10 100.00%

%
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.

5000 129.0 )
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0 10 ‘HL‘ = “ ‘ ‘ ‘ \‘ e \“\ LI I B

%

miz--> 0 150 200 250 300 350
Abundance #72647: Tridecanoic acid
73.0
—
18.00
5000 129.0 m/z 60.05 82.96%
29. 171.0
‘ 214.0
ok “M wm‘“ T ‘ ——
miz--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid 7
73.0 18.00
m/z 55.10 71.51%
5000 129.0
29.
199.0 2420
SERT Y P 70 W
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29597.D

Acqg On : 22 Apr 2021 17:05

Operator : CG/JU

Sample : M2106-06

Misc : SB-23-14.5-15.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.215 11.37 ng 613053 Chrysene-d12 21.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80

Abundance Scan 2776 (19.215 min): BM029597.D\data.ms (-2771) - m/z 43.10 100.00%
3.1

5000 129.0 JLM
185-2 241.2 284 3 T ‘ T T ‘ T
‘ ‘ ’ 19.00 19.50
0. b LA b L 38Ty 73,10 98.48%
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3.0 19.00 19.50
185.0 241 o 2840 m/z 60.05 82.72%
0! MM M ‘ \‘ “““‘ ‘\‘\‘
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Abundance #107548: n-Hexadecanoic acid
e -
19.00 19.50
5000 256.0 m/z 41.10  80.43%
129.0
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0\\‘ “ﬂh“‘ﬂ‘\u}\‘“‘u‘w‘\““””“”“‘
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Abundance #95851: Pentadecanoic acid —— —
73.0 19.00 19.50
m/z 55.10 77.79%
5000 129.0
29.
‘ 199.0 2420
ok L Lt L L e
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_M\Data\BM@42221\
Data File : BM@29597.D

Acqg On : 22 Apr 2021 17:05

Operator : CG/JU

Sample : M2106-06

Misc : SB-23-14.5-15.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Phenol, 4,4'-(1-methylethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.468 4.27 ng 230155 Chrysene-d12 21.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 91
2 2,2-Bis-(4-hyxroxyphenyl)-butane 242 C16H1802 000077-40-7 64
3 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO 1000128-72-9 59
4 2-Bromo-7-(methylamino)tropone 213 C8H8BrNO 103539-25-9 59
5 2H,8H-Benzo[1,2-b:3,4-b"']dipyran... 228 C14H1203 000523-59-1 59

Abundance Scan 2819 (19.468 min): BM029597.D\data.ms (-2814) (-  m/z 213.10 100.00%

218.1
5000
119.1
65.0 | ‘ 165.1 ‘ 281 - 19 50
Ot i L L O80T m/z 214,10 15.96%
miz--> 50 100 150 200 250
Abundance #84555: Phenol, 4,4'-(1-methylethylidene)bis-
218.0 Jk
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19 50
119.0 m/z 119.05 15.08%
65.0 ‘
O T 2\7\0\ ‘ \‘\ ‘\ \‘ | “\ } \‘\ ‘1§5\.0\ T ‘ \‘ T ‘\ T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #95926: 2,2-Bis-(4-hyxroxyphenyl)-butane
2138.0
19 50
5000 ITI/Z 228.20 14.74%
119.0 242.0
0 27'0‘ 65\'0‘ [ ‘ L 169.0 - ‘
e e e B A T
miz--> 50 100 150 200 250
Abundance  #71987: 1,4-Puran, 5,6-dihydro-3-[3-indolylmethyl]- e
213.0 19.50
1300 m/z 91.05 10.44%
5000
ag 70 |10
ok h Hw‘\ ‘u“\\‘ ‘H \u J ‘ h n‘ T -
m/z--> 50 100 150 200 250 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29597.D

Acqg On : 22 Apr 2021 17:05

Operator : CG/JU

Sample : M2106-06

Misc : SB-23-14.5-15.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Nonadecane, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

20.004 3.69 ng 199131 Chrysene-d12 21.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2910 (20.004 min): BM029597.D\data.ms (-2904) (- m/z 57.10 100.00%
57.1

2% AJL\
13.1 éO‘Od |
207.1 -
- ﬂ‘ L LA 203, 3249 42D s 7116 86.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl-
57.0
5000 —r—
20.00
140.0 m/z 43.10 65.90%
O \\“\%“ “‘\“‘\“‘\m\l\“‘\“\1\-9\7‘9\\\2‘6\7\\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
L I
20.00
5000 ITI/Z 85.05 57.37%
0 ‘ M i | &9?9‘2%59"?‘??PWW_W
m/z--> 50 100 150 200 250 300 350 400
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- ——
57.0 20.00
m/z 55.10 26.55%
‘ h JW130 211.0
0 "HMm“wMJ‘m"‘“HWm_m_m_m —
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29597.D

Acqg On : 22 Apr 2021 17:05

Operator : CG/JU

Sample : M2106-06

Misc : SB-23-14.5-15.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.927 8.49 ng 457958 Chrysene-d12 21.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91

Abundance Scan 3067 (20.927 min): BM029597.D\data.ms (-3061) (- m/z 57.10 100.00%
=3

7.1
5000
111.1
—r
21.00
207.1 281.1
ob L ‘H Moo o by o0 A15.9 AT sy 43,10 97.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane
55.0
5000 L
110 21.00
m/z 55.10 76.64%
H ‘ 210.0
O\\i\ “\\f\‘T\\W’\\\\‘1\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
—
21.00
5000 ITI/Z 69.10 68.49%
11.0
M ‘ 169.0 238.0
oL
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)- T
57.0 21.00
m/z 83.10 64.87%
5000
11.0
L, e
o bbb i gy P e AN
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29597.D

Acqg On : 22 Apr 2021 17:05

Operator : CG/JU

Sample : M2106-06

Misc : SB-23-14.5-15.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown25.80 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.803 19.65 ng 1125220 Perylene-di2 23.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 45
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 38
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 38
4 5-Methyl-4-(0-tolyl)-2-thiazolamine 204 C11H12N2S 016942-68-0 27
5 Pyridine-3-carbonitrile, 5-allyl... 204 C11H12N2S 186337-14-4 27

Abundance Scan 3896 (25.803 min): BM029597.D\data.ms (-3889) (-  m/z 204.20 100.00%
204.2

71.0
5000 135.1

ey Pt
25.50 26.00

393.3
0. 4620 m/z 71.05 52.49%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dil
204.0
41.0
5000 3.0 — e
25.50 26.00
‘ H f m/z 69.10 51.73%
O } l“l\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
e e
25.50 26.00
5000 ITI/Z 109.10 45.62%
147
41.0 ‘
: me Hih,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronapt T —
204.0 25.50 26.00
91.0 m/z 135.05  44.56%
0 “‘wn“ﬂH‘M‘mH‘mWm_m_m‘mW — —
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29597.D

Acqg On : 22 Apr 2021 17:05

Operator : CG/JU

Sample : M2106-06

Misc : SB-23-14.5-15.0

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexathiane 14.828 5.1 ng 171123 3 14.275 675231 20.0
n-Hexadecanoic ... 17.933 28.3 ng 1172540 4 17.021 829111 20.0
Octadecanoic acid 19.215 11.4 ng 613053 5 21.203 1078460 20.0
Phenol, 4,4'-(1... 19.468 4.3 ng 230155 5 21.203 1078460 20.0
Nonadecane, 9-m... 20.004 3.7 ng 199131 5 21.203 1078460 20.0
Cyclopentadecane 20.927 8.5 ng 457958 5 21.203 1078460 20.0
unknown25.80 25.803 19.6 ng 1125220 6 23.392 1145520 20.0

8270-BM@42121.M Fri Apr 23 15:19:41 2021 Pag 10



