LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137016.D

Acqg On : 10 Jan 2024 13:04
Operator : CG\JU

Sample : PB158346BL

Misc :

ALS vial : 7 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_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137016.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.069 502 507 518 rBV 44537 77964 1.99% 0.369%
2 5.445 566 571 574 rBvV 2582925 2623369 66.80% 12.410%
3 6.445 735 741 744 rBV 2341994 2649719 67.47% 12.535%
4 6.781 795 798 802 rBV 548634 481688 12.27% 2.279%
5 7.351 889 895 898 rBV 1511667 1803066 45.91% 8.530%

.063 1011 1016 1019 rBV 678462 648150 16.50% 3
.145 1193 1200 1203 rBV 3415205 3390568 86.33% 16.
.816 1309 1314 1318 rBV 799438 757054 19.28% 3.581%
9
4

O O 0

10.622 1446 1451 1454 rBV 2026083 1991727 50.72%
10 11.316 1565 1569 1572 rBV 977897 856294 21.80%

11 12.921 1835 1842 1845 rBV 3459752 3927269 100.00% 18.578%
12 13.974 2017 2021 2030 rVB 717252 668049 17.01%
13 14.745 2147 2152 2156 rBV 75499 75870 1.93%
14 15.092 2206 2211 2218 rVB 86471 101770 2.59%

N O W
IS
[ol}
[
B

15 15.462 2269 2274 2287 rBV2 366992 620417 15.80% 935%

16 15.921 2347 2352 2362 rVB 79992 123547 3.15% 0.584%

17 16.451 2435 2442 2448 rBV 64083 120376 3.07% 0.569%

18 17.062 2540 2546 2555 rVB2 39324 87285 2.22% 0.413%

19 17.798 2662 2671 2679 rBV3 28804 81867 2.08% 0.387%

20 18.668 2812 2819 2831 rVB7 16892 53026 1.35% 0.251%
Sum of corrected areas: 21139075
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Jan 2024 13:04
¢ CG\JU
: PB158346BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
BF137016.D

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF137016.D\data.ms

9.145 12.921

10.622

11.316

9.816
8.063

i

0
Time-->

10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF137016.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137016.D

Acqg On : 10 Jan 2024 13:04
Operator : CG\JU

Sample : PB158346BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.069 3.24 ng 77964  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 507 (5.069 min): BF137016.D\data.ms (-502) (-) m/z 43.00 100.00%

3.0
59.1
5000
101.0 P
| | 83.0 OO e T
-t m/z 59.10  55.15%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 \\\‘\\\\‘\\\\‘\\\\’/\\\\\
4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.15%
2710 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e EARRsEEES R
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.42%
H ‘ 87.0
o‘HF?\«‘\ww\;”“ww\_m,w,w
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R aRRaEEES L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 11.00%
5000 41.0
ol w0upe
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF122023.M Thu Jan 11 10:40:29 2024 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137016.D

Acqg On : 10 Jan 2024 13:04
Operator : CG\JU

Sample : PB158346BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.745 2.45 ng 75870  Perylene-di12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2152 (14.745 min): BF137016.D\data.ms (-2147) (-} ' m/z 57.05 100.00%
57.0
- JM
01 R —
14.50 15.00
141 1 207.0
0 HH‘MW“!‘ ““u““ Lt 22l 2830 m/z 43.e5  62.60%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 s .
14.50 15.00
9.0 m/z 71.10 59.21%
Ol\ \q ‘ “‘ \“‘\ h“ \“‘ \]{\4%‘(‘)\]-\8\3\?2\2\5\\0‘ T \\29\6‘\0\ T ’ L
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
e e
14.50 15.00
5000 m/z 85.05 42 .69%
9.0
o150 | | | [ 141018302250067.03000 380:
e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane ey T
57.0 14.50 15.00
m/z 55.05 21.89%
h /\AAA«%M
ol ‘L‘ 1 M | 141:0183.0225.0267.0309.0_367.0
L e e A T e T B —— —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137016.D

Acqg On : 10 Jan 2024 13:04
Operator : CG\JU

Sample : PB158346BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.092 3.28 ng 101770  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Hexacosane 366 C26H54 000630-01-3 83
3 Docosane 310 C22H46 000629-97-0 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2211 (15.092 min): BF137016.D\data.ms (-2206) (- m/z 57.05 100.00%
57.0
9.1 T T
15.00
155.1 197.2 239.2
ok \“ “‘u J M“w““ Lasnlo a0 e 922818 i mjz 43.05  67.26%
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000 - ‘
15.00
m/z 71.05 61.41%
9.0
0 L 1l u“\ \“\ H‘ | %4%9 :I\-BT?Q 2250 282.0
\\\‘\\\\‘\\\!‘\\\\‘\\\\’\\\\’\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T T \
15.00
5000 m/z 85.10 53.88%
9.0
0 ‘ w‘\ A uh\ \h\ “\‘ h‘ %4}9 1‘830 2250 2670 3090 367(
R T B A Anan SRE ey
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane T
57.0 15.00
m/z 55.10 19.93%
5000
9.0
0 \‘ ‘\‘ M “\ ] h‘ u‘ :!-4%(\) :!'8‘30 225.0 267.0 310.0
A I s LA PR ——
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137016.D

Acqg On : 10 Jan 2024 13:04
Operator : CG\JU

Sample : PB158346BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Hentriacontane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.921 3.98 ng 123547  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2352 (15.921 min): BF137016.D\data.ms (-2347) (- m/z 57.05 100.00%
57.0
o kaﬂwmewj\wWwwwnA¢J
16.00
41.1 .
ot s we e 6o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane
57.0
5000 R
16.00
m/z 43.10 61.31%
0HJTY‘H\\f‘ﬁ‘l\%‘l\}ngg\\z‘e\?f\o‘W%?%9\‘?%6\‘\0\H‘HH‘\\H‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane
57.0
——
16.00
5000 m/z 85.10 46.96%
0 ‘\ ]mMHl?]Q‘ze?o 351.0 421.0 491.0 618.(
R o e RAARAEARESEEARERETE e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #314331: Triacontane TS
57.0 16.00
m/z 55.05 21.51%
B JkWMWWWWJkMMWWMWWW
0 | Hiuﬁﬂlg‘7.026703370 4220
AR B o e e e e SRS ARA AASRARARESER RS SRS ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137016.D

Acqg On : 10 Jan 2024 13:04
Operator : CG\JU

Sample : PB158346BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 5 Heneicosane, 11-(1-ethylpro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.451 3.88 ng 120376  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2442 (16.451 min): BF137016.D\data.ms (-2435) (-} | m/z 57.10 100.00%
57.1

w0 J—\/\
13 1650
ob Mmoo B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 T
16.50
m/z 43.05 72.00%
O \\‘l\"\\\“\J“\J\d\‘\\]‘-?\g\o\‘z\z\s\\o‘\\2\9\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
—
16.50
5000 ITI/Z 85.05 57.85%
‘ ” 155.0 225.0 295.0
0 Hm‘mu‘M"‘H""H"‘H,HH,HH,HHWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane T
57.0 16.50
m/z 55.05 25.67%
- MMWJ\WWM
13.0
0 \} ”‘ﬂ” \}§9P22502810337039304490506(
e T A e e R ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137016.D

Acqg On : 10 Jan 2024 13:04
Operator : CG\JU

Sample : PB158346BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Docosane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.062 2.81 ng 87285  Perylene-d12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 86
2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 86
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 2546 (17.062 min): BF137016.D\data.ms (-2540) (- m/z 57.10 100.00%
57.1
2000 A'/\/J\AAM
17.00 |
0h— u“ o, “‘ ““ ‘L“ ! w‘ww“ &8&3 1‘ i ‘2671 - 3?5 n/z 71.10  66.10%
miz--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo-
57.0
5000 —— :
17.00
99.0 m/z 43.00 59.80%
\\\‘ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #212289: Pentadecane, 8-heptyl-
57.0
T T \
210.0 17.00
5000 ' m/z 85.10 54.35%
99.0
41.0
310.0
o ‘L“Hh s “ J‘m_m L. 2830
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane T
57.0 17.00
m/z 55.00 30.29%
5000
99.0
ol llLLLL 0 sss0 50 220 .
m/z--> 50 100 150 200 250 300 350 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\

BF137016.D
: 10 Jan 2024 13:04
: CG\JU
: PB158346BL
: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Hexacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.797 2.64 ng 81867  Perylene-d12 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 81
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 80
3 Tetracontane 563 C40H82 004181-95-7 80
4 Tetratriacontane 479 C34H70 014167-59-0 80
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 80

Abundance Scan 2671 (17.798 min): BF137016.D\data.ms (-2662) (- m/z 57.10 100.00%
57.1

:

5000
FE 17.50 18.00
o‘m“g‘.“'v‘w“”u‘ﬁwwmww‘_Hww_m_m_mw m/z 71.05 55.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275538: Hexacosane
57.0
5000 —— —
17.50 18.00
m/z 43.10 53.50%
O\\“\\‘“H\\A‘l\ﬁi\1"‘\‘%8(\‘0\‘\\2‘6\?\9‘\\\\3‘6\6\\(\)‘\\H‘\\H‘\H\‘\H

m/z--> 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #194596: Pentadecane, 8-hexyl-
57.0
— —
17.50 18.00
5000 ITI/Z 85.05 36.63%
PF70 196.0
AT
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #344712: Tetracontane — ——
57.0 17.50 18.00
m/z 55.05 27.61%
7.0
0 ‘|[ 111 197:0 267.0 337.0 407.0 477.0 562.(
‘H‘_"w“H,H“_‘H“H‘_“w“u‘u“_‘u“u“u‘ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137016.D

Acqg On : 10 Jan 2024 13:04
Operator : CG\JU

Sample : PB158346BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-... 5.069 3.2 ng 77964 1 6.781 481688 20.0
Heneicosane 14.745 2.5 ng 75870 6 15.462 620417 20.0
Eicosane 15.092 3.3 ng 101770 6 15.462 620417 20.0
Hentriacontane 15.921 4.0 ng 123547 6 15.462 620417 20.0
Heneicosane, 11... 16.451 3.9 ng 120376 6 15.462 620417 20.0
Docosane, 1l-iodo- 17.062 2.8 ng 87285 6 15.462 620417 20.0
Hexacosane 17.797 2.6 ng 81867 6 15.462 620417 20.0
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