LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55807.D

Acqg On : 28 Nov 2022 16:22
Operator : CG/JU

Sample : N5752-11

Misc :

ALS Vvial : 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55807.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.529 35 41 59 rVB 80566 163200 6.08% 0.930%
2 5.280 332 339 347 rBV 178323 277323 10.32% 1.581%
3 5.762 414 421 432 rBV 690828 1143449 42.57% 6.519%
4 7.378 688 696 707 rBV 690275 1223966 45.57% 6.978%
5 8.230 830 841 848 rVB 159380 276263 10.29% 1.575%

6 9.405 1030 1041 1051 rBV 426832 782232 29.12%  4.459%
7 11.056 1315 1322 1329 rBV 216550 393690 14.66% 2.244%
8 13.476 1727 1734 1740 rBV 1191454 1837504 68.41% 10.475%
9 14.851 1962 1968 1976 rVB 347231 549797 20.47% 3.134%
10 16.338 2214 2221 2234 rBV 953229 1549373 57.68%  8.833%

11 17.595 2429 2435 2441 rBV 417187 653426 24.33% 3.725%
12 18.453 2577 2581 2597 rVB 516589 935512 34.83% 5.333%
13 19.710 2791 2795 2817 rVB 908920 1912706 71.21% 10.904%
14 20.180 2869 2875 2881 rVB 2077277 2685988 100.00% 15.313%
15 20.756 2967 2973 2987 rBV2 209425 628832 23.41% 3.585%

16 21.496 3093 3099 3114 rVB4 88634 287463 10.70%
17 21.884 3159 3165 3170 rBV2 446590 750047 27.92%
18 21.961 3172 3178 3187 rVB2 198160 573626 21.36%
19 25.274 3733 3742 3765 rVB2 282008 916709 34.13%
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Sum of corrected areas: 17541106
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55807.D

Acq On : 28 Nov 2022 16:22
Operator : CG/JU

Sample : N5752-11

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055807.D\data.ms
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500000 9.405

5280 8.230 11.056

3529
o

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055807.D\data.ms
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1500000
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Time--> 13.50 14.00 14.50 15.00 1550 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: BG055807.D\data.ms

2000000
1500000
1000000

500000 25.274

Y
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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\BG112822\
Data File : BG@55807.D

Acq On : 28 Nov 2022 16:22
Operator : CG/JU

Sample : N5752-11

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Trichloroethylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.529 11.81 ng 163200 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trichloroethylene 130 C2HC13 000079-01-6 98
2 Benzene, 1-chloro-4-fluoro- 130 C6HAC1F 000352-33-0 22
3 Benzene, 1l-chloro-2-fluoro- 130 C6HAC1F 000348-51-6 22
4 1H-1,2,4-Triazol-3-amine, 5-(met... 130 C3H6N4S 045534-08-5 14
5 1,3-Oxathiane, 4,6-dimethyl-, tr... 132 C6H120S 022452-26-2 10
Abundance  Scan 41 (3.529 min): BG055807.D\data.ms (-35) (-) m/z 94.90 100.00%
94.9 129.9
5000 60.0
340 360 380
310, W, 790 7 129.00 ;
or——i—— s m/z 129.90 91.70%
miz--> 20 40 60 80 100 120 140
Abundance #15073: Trichloroethylene
95.0 130.0
5000 L L HLALA L R R
60.0 340 360 3.80
m/z 131.80 90.22%
25.0
O\\\\‘1‘\ \‘1‘4‘.3\.%\ \““\ T T “\ T \‘H‘ T ‘\\H} T
miz—-> 20 40 60 80 100 120 140
Abundance #15350: Benzene, 1-chloro-4-fluoro-
130.0
R
95.0 340 3.60 3.80
5000 m/z 96.90 64.23%
75.0
ol 180 340 bl 1110 )
miz--> 20 40 60 80 100 120 140
Abundance #15352: Benzene, 1-chloro-2-fluoro- T
130.0 340 3.60 3.80
m/z 60.00 48.38%
5000 95.0
50.0 75.0
ol 150 310 T o, 1110 ]
e e e e e A
m/z--> 20 40 60 80 100 120 140 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55807.D

Acq On : 28 Nov 2022 16:22
Operator : CG/JU

Sample : N5752-11

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.280 20.08 ng 277323 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 339 (5.280 min): BG055807.D\data.ms (-332) (-) m/z 43.00 100.00%
43.0
59.0
5000
lol.o \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 83.0 5.00 5.20 5.40 5.60

ottt A m/z 59.60  54.22%

miz--> 20 40 60 80 100 120 140

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 LB L B I B A L
59.0 5.00 5.20 5.40 5.60
m/z 101.00 17.28%
15.0 101.0
‘ wl ol | 83.0 |
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
L ARRR RS
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 13.78%
| LT
ol Wl L L
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester ERmmanEEEE R
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.18%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
e T T R
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55807.D

Acq On : 28 Nov 2022 16:22

Operator : CG/JU

Sample : N5752-11

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
18.453  28.63 ng 935512  Phenanthrene-d10 17.595
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid 284 (C18H3602 000057-11-4 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2581 (18.453 min): BG055807.D\data.ms (-2577) (- | m/z 60.00 100.00%
60.0
5000
129.0
213.1
97.0 e
H‘ ‘ 171 ! ‘ 256.1 18.50
oL— N‘ “ ”M*W”“‘“‘u ﬁ‘k‘\“‘ﬁ‘ e m/z 43.00 99.25%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 T
129.0 18.50
213.0 m/z 73.00 98.27%
H ‘ 171.0 ‘
o) ‘\\ \H‘\‘\‘\hh“\ \‘\‘H‘\ Ll H‘w\ | “‘ “‘ “‘u\‘ A h‘ . “ —
m/z--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
43.0 73.0
——
18.50
5000 129.0 m/z 57.00 80.37%
171.0
0 O
0 — ‘\‘ H‘ \‘H‘w‘ﬂ‘”“\ ‘\‘\H‘ h} “ ‘m“ L “‘ T “‘ T —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid T
43.0 73.0 18.50
m/z 55.00 80.32%
5000 129.0
‘ 199.0 2420
= “\‘ H‘ um‘ MhH ‘\H u} “‘ ‘1 ﬂ‘o‘ . L\ — “\‘ . — P
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55807.D

Acq On : 28 Nov 2022 16:22

Operator : CG/JU

Sample : N5752-11

Misc

ALS vial : 4

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 4 Octadecanoic acid Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
19.710 58.54 ng 1912710  Phenanthrene-d10 17.595
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2795 (19.710 min): BG055807.D\data.ms (-2791) (- | m/z 43.00 100.00%

43.0
5000
129.0
185.1 241.1

H‘ ‘ ‘ ‘ 284.1 19.50 20.00
ol WM L 885 g3 00 91.20%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 — —
1290 19.50 20.00
m/z 60.00 83.67%
29. ‘ 185 0 p4102840
0! w‘ﬂ‘ﬂh“\u‘\\‘\ M \“‘\\\\‘[\\‘\ ‘L‘H“w“””“”
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
—— —
19.50 20.00
5000 129.0 m/Z 57.05 78.51%

29.0
‘ 199.0 2420
oL ‘L‘ H‘ M‘u} ‘ “ L ‘ ‘\ - ‘ R R
m/z--> 50 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es —— ——

43.0 19.50 20.00
m/z 55.00 75.59%
5000 284.0
3.0 129 0
185.0 241.0
0 \‘\\H ‘uh\“ M‘u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ ““H““st‘?‘z" —— ——
m/z--> 50 100 150 200 250 300 350 19.50 20.00

8270-BG111622.M Tue Nov 29 13:09:28 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55807.D

Acq On : 28 Nov 2022 16:22
Operator : CG/JU

Sample : N5752-11

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.756  16.77 ng 628832  Chrysene-di12 21.884
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2973 (20.756 min): BG055807.D\data.ms (-2967) (- | m/z 57.05 100.00%

57.0
5000

20.50 21.00

141.1
- “M A H‘ LI, 211225812970 3861 4/, 43,00  60.48%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — e
20.50 21.00

m/z 71.00 56.37%

9.0
oL L Ll ]| 1410183.02250267.03090 367.0
\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0

T T
20.50 21.00

5000 ITI/Z 85.05 45.10%
5.0
oL LLii 01600 P00
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- — —
57.0 20.50 21.00

m/z 55.00 24.67%

- Wv/\w/\m/v
I

oL H‘\ H | 1410 37830225026703090 365.0
““‘ =2

‘ ‘ T
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55807.D

Acq On : 28 Nov 2022 16:22
Operator : CG/JU

Sample : N5752-11

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 3-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.496 7.67 ng 287463  Chrysene-d12 21.884
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 96
3 1-Octadecene 252 C18H36 000112-88-9 95
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
Abundance Scan 3099 (21.496 min): BG055807.D\data.ms (-3093) (- | m/z 57.00 100.00%
57.0
7.0
5000
‘ 2150
39.0 207.0 :
W — AL o ZTEI082 3840 o e 91.14%
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
7.0
5000 T
21.50
m/z 43.00 89.75%
0 ‘ “\“ 1“ %\3?“0\1\8\2\0‘ 2\2\4\0\ T \2\89\0‘ L
miz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
——
21.50
5000 7.0 m/z 83.05 79.45%
ol Ll 1390 10202230 200 MM
m/z--> 50 100 150 200 250 300 350
Abundance #138519: 1-Octadecene —
43.0 21.50
83.0 m/z 69.00 72.46%
- Mﬁﬁ‘k\ﬁ/\w/\
25.0
252.0
o LLLLLL T amoaooz0 .
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BG@55807.D

Acq On : 28 Nov 2022 16:22
Operator : CG/JU

Sample : N5752-11

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.961 15.30 ng 573626  Chrysene-d12 21.884
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Docosane 310 C22H46 000629-97-0 94
3 Heneicosane 296 C21H44 000629-94-7 93
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3178 (21.961 min): BG055807.D\data.ms (-3172) (- | m/z 57.00 100.00%
57.0

-

5000
22.00
141.1
I iy ” J‘ G A831 239128103232 4/, 43.00  64.46%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T
22.00
m/z 71.05 61.56%
.0
0 \‘ “\ H\ \h H‘ | :!'4;'(? 1830 225.0 282.0
\\\f‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
——

22.00
5000 m/z 85.10 45 .,32%
9.0
1L 19190 290 3109
0Ll ‘dﬂ‘kﬂ‘qu‘uu R e
m/z--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane —
57.0 22.00
m/z 55.00  26.28%
9.0
141.0
o LIl 1 ams0zm0 w0 -
m/z--> 50 100 150 200 250 300 350 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112822\
Data File : BGO55807.D

Acqg On : 28 Nov 2022 16:22
Operator : CG/JU

Sample : N5752-11

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
Trichloroethylene 3.529 11.8 ng 163200 1 8.230 276263 20.0
2-Pentanone, 4-... 5.280 20.1 ng 277323 1 8.230 276263 20.0
n-Hexadecanoic ... 18.453 28.6 ng 935512 4 17.595 653426 20.0
Octadecanoic acid 19.710 58.5 ng 19127106 4 17.595 653426 20.0
Hexacosane 20.756 16.8 ng 628832 5 21.884 750047 20.0
3-Eicosene, (E)- 21.496 7.7 ng 287463 5 21.884 750047 20.0
Eicosane 21.961 15.3 ng 573626 5 21.884 750047 20.0
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