LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6558.D

Acqg On : 07 Aug 2021 02:45
Operator : CG/JU

Sample 1 M3291-04

Misc :

ALS Vvial : 21  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-BP080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6559.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.317 205 209 216 rVB 90712 129346 1.19% 0.204%
2 4,905 304 309 323 rVB 2334869 3337204 30.69% 5.258%
3 5.358 380 386 397 rVB 4372654 6152942 56.58% 9.694%
4 5.969 485 490 502 rVB 449259 661646 6.08% 1.042%
5 6.934 647 654 667 rBV 4158408 6422157 59.05% 10.118%

6 7.752 787 793 801 rVB 901641 1365157 12.55% 2
7 8.910 982 990 1000 rBV 2526088 4151647 38.18% 6
8 10.328 1224 1231 1241 rBV 1008194 1519366 13.97% 2.394%
9 10.534 1259 1266 1276 rVB 1161414 1937331 17.81% 3
10 13.004 1679 1686 1702 rBV 5359152 7920701 72.83% 12.

11 14.381 1911 1920 1928 rBV 1615277 2364996 21.75% 3
12 15.869 2167 2173 2183 rBV 4159237 5996386 55.14% 9
13 17.128 2381 2387 2400 rBV 1820569 2680387 24.65%  4.223%
14 17.822 2500 2505 2513 rBV 187440 216093 0
0

[y
o]
O
R

15 18.039 2537 2542 2551 rBV 330227 492374  4.53% 776%
16 18.957 2695 2698 2702 rVB 151760 158474 1.46%  0.250%
17 19.275 2748 2752 2762 rBV 144899 216693 1.99% ©0.341%

18 19.710 2820 2826 2831 rBV 8670053 10875189 100.00% 17.134%
19 20.951 3033 3037 3045 rBV 563894 770332 7.08% 1.214%
20 21.227 3079 3084 3089 rBV 2402001 2849579 26.20%  4.490%

21 21.392 3109 3112 3118 rVB 133376 142959 1.31% ©0.225%
22 21.845 3186 3189 3196 rVB3 112596 161760 1.49% 0.255%

23 23.551 3473 3479 3491 rVB2 1495925 2947144 27.10%  4.643%

Sum of corrected areas: 63469863
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Aug 2021 02:45
: CG/JU
: M3291-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
BP006558.D

: 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP006559.D\data.ms

5.358 6.934

4.905 8.910

7.752 10.38034

5.969
4.317 L

0
Time-->
Abundance
8000000
7000000
6000000
5000000
4000000
3000000
2000000

1000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP006559.D\data.ms
19.710

13.004

15.869

17.128

14.381

L 17.?292/%9 18.9519.275

0
Time-->
Abundance
8000000
7000000
6000000
5000000
4000000
3000000
2000000

1000000

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP006559.D\data.ms

21.227
23.551

1.392 21.845

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0@6558.D

Acqg On : 07 Aug 2021 02:45
Operator : CG/JU

Sample : M3291-04

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.905 48.89 ng 3337200 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 309 (4.905 min): BP006558.D\data.ms (-304) (-) m/z 43.00 100.00%
3.0
5000
R RAREE e maan
b1 4.60 4.80 5.00 5.20
ol A4 1021 20222689 3551418648465461 1/, 5o 00  61.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B R
4.60 4.80 5.00 5.20
m/z 100.95 22.74%
oL i) 1020
‘\\f\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e
4.60 4.80 5.00 5.20
5000 m/z 58.00 16.58%
126.0
0l e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #237: Acetone ‘W“““‘H,“““‘ZM
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.23%
5000
0 "'H‘ RURMI L SN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0@6558.D

Acqg On : 07 Aug 2021 02:45
Operator : CG/JU

Sample : M3291-04

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.969 9.69 ng 661646 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 40

3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10

4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

5 2-Propyn-1-o0l, acetate 98 C5H602 000627-09-8 9

Abundance Scan 490 (5.969 min): BP006558.D\data.ms (-485) (-) m/z 73.00 100.00%

73.0
5000

5.60 5.80 6.00 6.20
192.8 268.8 340.6 429.0 511.4

Ohrrhiki ], 1928 2688 340.6 4290 5114 4/, 43,00  78.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0
5000 R R

5.60 5.80 6.00 6.20
m/z 114.95 11.53%

115.0
O‘\‘\n\u‘l\\\\J‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9027: N-.alpha.-Acetylglycinamide
73.0
T T T T
5.60 5.80 6.00 6.20
5000 ITI/Z 41.00 9.29%
5.
L R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)- e T
73.0 5.60 5.80 6.00 6.20
m/z 42.00 6.36%
5000
L R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0@6558.D

Acqg On : 07 Aug 2021 02:45
Operator : CG/JU

Sample : M3291-04

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.328 15.69 ng 1519370 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
5 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 47

Abundance Scan 1231 (10.328 min): BP006558.D\data.ms (-1224) (-  m/z 57.05 100.00%
57.0

5000 J\
— —
J | 1320 10.00 1050
ol AhLIj1320 2086 2048356.041694757538.9 ./, 4506 93.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — ——r
10.00 10.50
m/z 41.05 38.33%
O‘\\H‘l\‘J\h\““\‘“\‘I:!_\S%-’()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— —
10.00 10.50
5000 m/z 74.95 22.80%
oz
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10089: Ethylene glycol monoisobutyl ether — ——
57.0 10.00 10.50
m/z 56.05 15.89%
5000 M
o'J‘“ll, -~ —,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0@6558.D

Acqg On : 07 Aug 2021 02:45
Operator : CG/JU

Sample : M3291-04

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.039 3.67 ng 492374  Phenanthrene-d10 17.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 2542 (18.039 min): BP006558.D\data.ms (-2537) (- m/z 73.00 100.00%

73.0 ‘
5000
2132 T T
L8| 500 1600
L MMHHHM 2809 355.0414.9475.0534.9 ./, 59 95  82.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1
18.00
H 213.0 m/z 43.05 75.91%
O‘\\\J"‘\l\“‘\h\“\\‘[\1f\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0
T \
18.00
m/z 55.05 64.90%
5000 185.0 /
o LLL L
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid e ‘
73.0 18.00
m/z 57.05 64.58%
5000
‘L 199.0
L5. }H “
0 \ ‘N 90, \‘ =i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0@6558.D

Acqg On : 07 Aug 2021 02:45
Operator : CG/JU

Sample : M3291-04

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentadecafluorooctanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.951 5.41 ng 770332 Chrysene-d12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 3037 (20.951 min): BP006558.D\data.ms (-3033) (- m/z 57.10 100.00%

57.1
5000
—
‘ %5'1 2070 21.00
o‘HMJ"MM-Hwu(“_m?‘z‘?;‘l“Hf‘?fr’;‘lu“‘5‘?"‘?;?””“_ m/z 43.05 83.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 T
21.00
50 m/z 55.05 78.44%
OJJJ‘f“!%[“\TWZISZ.O:gG\g.O64?"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #289621: 1-Hexacosano
97.0
—
21.00
5000 ITI/Z 83.10 76.75%
7.0
o BUIE Sse0 00
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #287613: Nonadecyl trifluoroacetate T
57.0 21.00
m/z 69.05 73.35%
5000
125.0
| J ] 238.0311.0
oo e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6558.D

Acqg On : 07 Aug 2021 02:45
Operator : CG/JU

Sample : M3291-04

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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-... 4.905 48.9 ng 3337200 1 7.752 1365160 20.0
2-Pentanone, 4-... 5.969 9.7 ng 661646 1 7.752 1365160 20.0
Ethanol, 2-(2-b... 10.328 15.7 ng 1519370 2 10.534 1937330 20.0
n-Hexadecanoic ... 18.039 3.7 ng 492374 4 17.128 2680390 20.0
Pentadecafluoro... 20.951 5.4 ng 770332 5 21.227 2849580 20.0
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