LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131058.D

Acqg On : 08 Nov 2022 10:16
Operator : CG\JU

Sample : PB148852BL

Misc :

ALS vial : 3  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-BF110722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131058.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1  2.263 17 30 37 rVvB 109880 150478 4.77% 0.739%
2 2.375 43 49 56 rBvV 54815 70450 2.23% 0.346%
3 5.140 515 519 533 rBV 284868 411598 13.05% 2.021%
4 5.528 580 585 588 rBV 2376133 2403372 76.20% 11.801%
5 6.528 749 755 758 rBV 2221375 2451709 77.73% 12.038%
6 6.898 814 818 821 rBV 648483 533689 16.92% 2.621%
7 7.463 908 914 917 rBV 1444344 1658216 52.57% 8.142%
8 8.181 1031 1036 1040 rBV 704389 706456 22.40%  3.469%
9 9.263 1214 1220 1223 rBV 3107560 3011481 95.48% 14.787%
10 9.945 1330 1336 1339 rBV 939852 818168 25.94% 4.017%

11 10.739 1464 1471 1474 rBV 2261436 2023846 64.17% 9.938%
12 11.439 1586 1590 1593 rBV 1027000 851749 27.01%  4.182%
13 13.033 1856 1861 1864 rBV 3443992 3154032 100.00% 15.487%
14 14.086 2036 2040 2044 rBV 824392 710872 22.54%  3.491%

15 14.863 2165 2172 2176 rBV 32287 38549 1.22% ©.189%
16 15.210 2227 2231 2235 rVB 44230 50340 1.60% 0.247%
17 15.586 2290 2295 2303 rVB 405669 586291 18.59% 2.879%
18 16.057 2370 2375 2381 rBV 62225 90770 2.88% 0.446%
19 16.580 2459 2464 2472 rBV 80104 153516 4.87% 0.754%
20 17.204 2563 2570 2578 rVB2 53986 117938 3.74% ©.579%
21 17.451 2599 2612 2621 rBv4 36797 136239 4.32% ©.669%
22 17.939 2688 2695 2704 rVB2 54079 133394 4.23% 0.655%

23 18.815 2835 2844 2852 rBV2 32103 102515 3.25% ©0.503%

Sum of corrected areas: 20365668
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

TIC Integra

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\

BF131058.D
: 08 Nov 2022 10:16
: CG\JU
: PB148852BL
: 3  Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131058.D

Acq On : 08 Nov 2022 10:16
Operator : CG\JU

Sample : PB148852BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.263 5.64 ng 150478 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 28
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 17
Abundance  Scan 30 (2.263 min): BF131058.D\data.ms (-17) (-) m/z 73.10 100.00%
73.1
5000 43.0 J\
87'1 T L ‘ L T 1
“ k ‘ 220 2.40 260

0‘wH‘WH‘wu‘wu‘wquu‘wd‘wu‘wu‘WH‘WH‘WH‘WH“ m/z 43.05 46.37%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
AN

5000 I
43.0 220 240 2.60
87.0 m/z 55.10 30.91%
20 | o
O\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SV NS
220 2.40 260
5000 41.0 55.0 m/z 87.10  24.46%
27.0
0 11, L 112.0 129.0
H_H‘VHW‘HWHH‘HH_‘H_HW‘HWH‘WHH_‘H_H‘_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2248: Silane, tetramethyl- T
73.0 220 2.40 260

m/z 41.10 16.63%

5000
45.0
o 190 290 " 590 | 880

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131058.D

Acq On : 08 Nov 2022 10:16
Operator : CG\JU

Sample : PB148852BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 2 Propane, 1,1-dimethoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.375 2.64 ng 70450  1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 78
2 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Br02 005267-73-2 12
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9
5 1,3-Dioxan-5-o0l 104 C4H803 004740-78-7 9

Abundance  Scan 49 (2.375 min): BF131058.D\data.ms (-43) (-) m/z 75.00 100.00%

75.0
B
‘ 103.0 220 2.40 2.60 2.80
o"Hw‘i“mu“_wm‘m‘m‘_m_m_m_‘ m/z 73.10 71.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 LI LA AL L L B
220 2.40 2.60 2.80
.0 m/z 45.00 48.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55143: 1,3-Dioxolane, 2-(1-bromoethyl)-
73.0
A T R
220 2.40 260 2.80
5000 m/z 41.10 33.32%
45.0
27.0
ob AL il ol 107.0 1350 179.0
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4994 Pentane, 3-methoxy- P g
73.0 220 2.40 260 2.80
m/z 47.10 24.60%
5000
45.0
27.0
0“‘W‘Hm"M"‘M‘“H¥q¥q““u““““u““ R R
m/z--> 20 40 60 80 100 120 140 160 180 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131058.D

Acq On : 08 Nov 2022 10:16
Operator : CG\JU

Sample : PB148852BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.140 15.42 ng 411598  1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 519 (5.140 min): BF131058.D\data.ms (-515) (-) m/z 43.00 100.00%

43.0
59.1
5000
 AREmmaER LS
‘ 83.0 101.1 4.80 5.00 5.20 5.40
Y S ‘O ..+ < m/z 59.16 57.06%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B B
59.0 4.80 5.00 5.20 5.40
m/z 101.10  16.38%
0 27\\\ Ll i 830 10‘10
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
 AREEmaETE S
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 14.47%
126.0
bl Al L 1280130
m/z--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime A EEEmE RN S
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.18%
5000
101.0
o130 . 600 840
e A
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF110722.M Wed Nov 09 11:39:15 2022 Page: 5



Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\

Library Search Compound Report

Data File : BF131058.D

Acq On : 08 Nov 2022 10:16
Operator : CG\JU

Sample : PB148852BL

Misc

ALS vial : 3

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Pentacosane Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
16.057 3.10 ng 90770  Perylene-d12 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2375 (16.057 min): BF131058.D\data.ms (-2370) (- m/z 57.05 100.00%

57.0
5000

e
27.1 16.00

265.0
o‘HmglkﬁhMp%gﬁﬁu‘mu‘u‘wu‘wu‘w‘uw‘uw‘u‘_u m/z 43.05 62.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262013: Pentacosane
57.0
5000 —r—
16.00

m/z 71.05 57.82%

oL TS 2110 ss20
‘HH’HH‘\HI‘H\\‘\\H‘HH‘HH‘\H\‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane

57.0

5000 m/z 85.05 44 ,15%
ol L 01970 309.03790
e d e e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T ‘*ﬁW“TMW“f”
57.0 16.00

m/z 55.05 26.64%

5000
27.0
J 197.0267.0337.0407.0 491.0562.0
T

0‘\w\V\H‘W#4ﬁﬂM‘H\w\H\M\H‘H\wwwu‘uwwwuwwwu‘uw

T
m/z--> 0 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\BF110822\
Data File : BF131058.D

Acq On : 08 Nov 2022 10:16
Operator : CG\JU

Sample : PB148852BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 5 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.580 5.24 ng 153516  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90

Abundance Scan 2464 (16.580 min): BF131058.D\data.ms (-2459) (- m/z 57.10 100.00%
57.1

.

5000
16.50
711971
o‘H“‘,‘J““hilwwm‘uH_Hw?"‘ﬂl‘nom_‘wa”wwm m/z 71.10 62.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000 s :
16.50
m/z 43.05 57.43%
ol L |1 #27.0197.0 281.0  394.0
‘\Hf’\H\‘\H\‘H\\‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
T \
16.50
5000 m/z 85.05 44 .18%

1

1270197.0267.0337. 0407.0 491.0562.0

%

O et g e e e e T e e e
m/z--> 0 50 100 150 200 250 300 350400 450 500 550 600
Abundance #275537: Hexacosane
57.0 16.50
m/z 55.10 22.10%
5000

ol Jﬂllzu,,lgmzem 367.0
prr e P A e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.50

:
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\

BF131058.D
: 08 Nov 2022 10:16
: CG\JU
: PB148852BL
: 3  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Heptacosane Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
17.204 4.02 ng 117938  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 2570 (17.204 min): BF131058.D\data.ms (-2563) (- m/z 57.05 100.00%

57.0
5000

\
131 17.00 17.50
owm‘w‘l‘w“u‘]ﬂf J“uh!%e’?? ‘2‘2‘1‘9_2%1‘?‘?’4‘1,2”"_m m/z 43.05  65.30%
miz--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
5000 — —
17.00 17.50

m/z 71.05 56.26%

‘ il h\ ﬂ“\ h u\ \6\9 p L 225 0 281.0 380.0
L ‘ T ’ T f ‘ T ‘ T T ‘ T T ‘ T TT ’ T \ T ‘ T TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0

T
17.00 17.50

o

5000 m/z 85.10 46.60%
0 uhl \ 1] d I‘ J ]:6? dod 2\215 Q L 3090 3650 437'
i e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T wAwﬂﬁMM
57.0 17.00 17.50

m/z 55.00  22.98%

L
I

0L d_“u‘w, mluh 0002250 260

T —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131058.D

Acq On : 08 Nov 2022 10:16
Operator : CG\JU

Sample : PB148852BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.451 4.65 ng 136239  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 93
2 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 46
3 N,N'-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 43
4 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 43
5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13BO6 1000150-23-7 43

Abundance Scan 2612 (17.451 min): BF131058.D\data.ms (-2599) (- m/z 360.15 100.00%

360.1
5000 152.0
—

200 170 ‘ ‘2021 254.0 17.50
k390 b s o 42922, b L njz 152.00  43.04%
m/z--> 50 100 150 200 250 300 350
Abundance #270193: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.C
5000 e A
152.0 17.50
77.0 m/z 179.05 30.26%

o

T \“h‘w”\‘“ t “h\ “V %‘:\L“‘S\“”\ “1‘ }“ - 4‘940 ™ ?S‘ﬁwow LA B e b
m/z--> 50 100 150 200 250 300 350
Abundance #270188: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl
360.C

17.50
5000 m/z 361.20 28.76%
180.0
ol . 10 1380 ] 240.0 283.0 l
L e e

m/z--> 50 100 150 200 250 300 350
Abundance  #270186: N,N'-di-2-Naphthyl-p-phenylenediamine —
360.C 17.50

m/z 359.20  23.54%

5000
180.0217.0
0,390 77.0 1150 T 2640 3190 | i
a

m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131058.D

Acq On : 08 Nov 2022 10:16
Operator : CG\JU

Sample : PB148852BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 8 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.939 4.55 ng 133394  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 86
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 2695 (17.939 min): BF131058.D\data.ms (-2688) (- m/z 57.05 100.00%
57.0
" NL
18.00
207.0 :
0 H 4 ‘” ““"“?19“”‘25‘3"9”‘“‘375,5?9”_‘” m/z 43.10 54.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 T
18.00
m/z 71.10 50.95%
oLl ‘ 1 1130 160.0 2250 281.0 337.0 394.0
\\\!‘ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
—
18.00
5000 m/z 85.10 41.14%
oL L ‘ h‘ | d 11690 225.0 309.0 365.0 436.(
e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane an T
57.0 18.00
m/z 55.00 21.05%
5000
0 1‘ il h\ \H h u\ 169 0 225 O 281 0 380 0
““““,‘“w“‘““H“““H“,“‘w““ —
m/z--> 50 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131058.D

Acq On : 08 Nov 2022 10:16
Operator : CG\JU

Sample : PB148852BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 9 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.815 3.50 ng 102515 Perylene-d12 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Hentriacontane 437 C31H64 000630-04-6 80
Abundance Scan 2844 (18.815 min): BF131058.D\data.ms (-2835) (- m/z 57.10 100.00%
57.1
5000 \/%/L
) e A
‘ ‘ “ “ \‘ %41.% 192.9 934 9 281.0 18.40 18.60 18.80
ob— bl il T g B m/z 71.85 70.03%
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
5000 | L B
18.40 18.60 18.80
m/z 43.05 67.84%
L ¥ 191916302250 2810 3370 304
\\\‘\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
e A
18.40 18.60 18.80
5000 m/z 85.10 45.93%
9.0
ol 1111 141018302250 2950 3520
A
m/z--> 50 100 150 200 250 300 350 W\WAWMMV\/’\
Abundance #275537: Hexacosane e
57.0 18. 40 18.60 18.80
m/z 55.00 27.13%
5000
oL ‘L‘ ! M | 141:0183.0225.0267.0309.0 367.0
A B e B et e e A
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131058.D

Acqg On : 08 Nov 2022 10:16
Operator : CG\JU

Sample : PB148852BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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... 2.263 5.6 ng 150478 1 6.898 533689 20.0
Propane, 1,1-di... 2.375 2.6 ng 70450 1 6.898 533689 20.0
2-Pentanone, 4-... 5.140 15.4 ng 411598 1 6.898 533689 20.0
Pentacosane 16.057 3.1 ng 90770 6 15.586 586291 20.0
Octacosane 16.580 5.2 ng 153516 6 15.586 586291 20.0
Heptacosane 17.204 4.9 ng 117938 6 15.586 586291 20.0
(1,1'-Biphenyl)... 17.451 4.7 ng 136239 6 15.586 586291 20.0
Hentriacontane 17.939 4.5 ng 133394 6 15.586 586291 20.0
Hexacosane 18.815 3.5 ng 102515 6 15.586 586291 20.0
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