LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc :

ALS vial : 6 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-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9213.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.364 398 404 424 rBV 1143949 2101594 4.39% 1.233%
2 6.969 670 677 690 rBvV 642007 1314369 2.74% 0.771%
3 7.763 804 812 819 rBV 501102 863453 1.80% 0.507%
4 8.928 1003 1010 1032 rBV 1720616 3093535 6.46%  1.815%
5 10.557 1280 1287 1304 rBV 669746 1188640 2.48% 0.697%
6 13.028 1700 1707 1718 rBV 5370139 8440851 17.62% 4.952%
7 13.263 1741 1747 1762 rBV 828636 1339794 2.80% 0.786%
8 14.410 1936 1942 1950 rVB 1131011 1757244 3.67% 1.031%
9 15.598 2130 2144 2146 rBV4 349604 1105362 2.31% 0.649%
10 15.651 2147 2153 2170 rVB6 406025 1565889 3.27% 0.919%
11 15.916 2191 2198 2203 rBV 4728026 8152675 17.02% 4.783%
12 16.334 2261 2269 2279 rBV2 234387 693242 1.45% 0.407%
13 17.175 2406 2412 2422 rBV 1546600 2253194 4.70% 1.322%
14 18.075 2561 2565 2580 rBV2 349040 728324 1.52% 0.427%
15 18.698 2662 2671 2681 rBV2 393245 1060163 2.21% 0.622%

16 19.416 2782 2793 2801 rVV 7648195 21008936 43.87% 12.326%
17 19.516 2801 2810 2816 rVV 10832864 24676922 51.52% 14.478%
18 19.616 2816 2827 2831 rVB 18953058 47894103 100.00% 28.100%
19 19.704 2836 2842 2844 rVV 2716888 4134159 8.63%  2.426%
20 19.739 2844 2848 2857 rVV 11186275 14575569 30.43%  8.552%

21 20.227 2925 2931 2940 rBV 1418495 2371437  4.95% 1.391%
22 20.857 3033 3038 3044 rBV 1866771 2681525 5.60% 1.573%
23 21.274 3104 3109 3121 rBV 2428466 3173636 6.63% 1.862%
24 21.427 3130 3135 3143 rVB 1655291 2605365 5.44%  1.529%
25 22.033 3233 3238 3253 rVB 1516484 2589656 5.41% 1.519%
26 22.710 3348 3353 3360 rVB 1148100 2023099 4.22% 1.187%
27 23.463 3476 3481 3488 rVB 878749 1784525 3.73% 1.047%
28 23.657 3509 3514 3527 rVB2 1652143 3627156  7.57%  2.128%
29 24.333 3624 3629 3640 rVB 672794 1636629 3.42% 0.960%

Sum of corrected areas: 170441046
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP009213.D\data.ms
1.5e+07
1le+07
5000000
8.928
5.364 6.969 7763 10.557
0 \\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\/\‘\\\\’\\/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\T\\\‘\\\\‘\\
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP009213.D\data.ms
19.616
1.5e+07
1e+07
13.028
5000000 15.916
17.175
14.410
13.263 1555881 |\ 16.334 I 18.075 18.698
T L e TR e e B e e B
Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP009213.D\data.ms
1.5e+07
1le+07
5000000
21.274
20.857 1.427 22.033 23.657
22.710  23.48 24.333

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 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\BP021822\
Data File : BP©©9213.D

Acqg On : 18 Feb 2022 14:47

Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 1 Phenol, 4-(1,1-dimethylprop... Conce
R.T. EstConc Area Relative to IS
13.263 15.25 ng 1339790  Acenaphthene-d10

Hit# of 5 Tentative ID MW MolForm

1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160

2 Phenol, m-tert-butyl- 150 C10H140

3 Phenol, p-tert-butyl- 150 C10H140

4 Hexestrol, O-trifluoroacetyl- 366 C20H21F303

5 Hexestrol, 0O-isopropyloxycarbonyl- 356 C22H2804

Abundance Scan 1747 (13.263 min): BP009213.D\data.ms (-1741) (-
135.0

-BP020722.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 8

L) R.T.

""""" 14.410
CASH# Qual

000080-46-6 97
000585-34-2 86
000098-54-4 80
1000365-31-7 64
1000487-68-4 64

m/z 135.00 100.00%

5000
— —
77.0 ) 13.00 13.50
Obbisllly |41 2071 2819342.14008 4800547 1/ 106 95 39.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 —f —
13.00 13.50
m/z 136.00 10.09%
41.0
O‘\Hu’”‘\d\“\\H‘“\‘Jf\\“\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27479: Phenol, m-tert-butyl-
135.0
— —
13.00 13.50
5000 m/z 164.05 9.53%
41.0 \
ol 4
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl- — —
135.0 13.00 13.50
m/z 95.00 9.42%
) J
77. l
REAI
R R B o S B S R A A

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 9,12-Octadecadienoic acid (... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.598 12.58 ng 1105360  Acenaphthene-d10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 99
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 98

5 11,13-Eicosadienoic acid, methyl... 322 C21H3802

Abundance Scan 2144 (15.598 min): BP009213.D\data.ms (-2130) (-
67.0

5000
obom M l\ ﬂhh p1059 20 3570 4432 53
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000
280.0
O‘\\Mh‘m FI[
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173566: Linoelaidic acid
67.0
5000
280.0
o_“““! ‘ I fhng A e
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
5000
280.0
M| th

| \L

056599-57-6 91

m/z 67.00 100.00%

15.50 16.00
m/z 81.00 91.44%

15.50 16.00
m/z 55.00 67.02%

15.50 16.00
m/z 95.00 61.59%

15.50 16.00
m/z 41.00 57.23%

o_HW‘H_m_‘H_‘HWH_m_Www‘_m_
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 9-Octadecenoic acid, (E)-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.651 17.82 ng 1565890  Acenaphthene-d10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 90
2 Oleic Acid 282 C18H3402 000112-80-1 90
3 9-Nonadecene 266 C19H38 031035-07-1 66
4 cis-13-Octadecenoic acid 282 (C18H3402 013126-39-1 58
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 52

Abundance Scan 2153 (15.651 min): BP009213.D\data.ms (-2147) (-

m/z 69.00 100.00%

69.0
5000
264.1 = ——
1l m ‘ 15.50 16.00
ol MALLLALLLI99 . | 341.93999 4787 549. [, 55 0p  91.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176223: 9-Octadecenoic acid, (E)-
55.0
5000 - ——
264.0 15.50 16.00
"‘ m/z 83.05 83.60%
O"ﬁm”lhl’“ﬂ-P“ I\o!\\l\l\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid
55.0
= —
15.50 16.00
5000 ITI/Z 97.05 71.86%
" 264.0
o_m“l“m‘! ““""an‘!m ““‘,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155958: 9-Nonadecene T —
55.0 15.50 16.00
m/z 43.00 71.50%
5000
‘ }J 266.0
0l ‘Mwm,‘H‘,‘m_\m‘w_mwwm‘mw — ——

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 1-(Benzoyloxy)propan-2-yl b... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.334  6.15ng 693242 Phenanthrene-d16 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-(Benzoyloxy)propan-2-yl benzoate 284 C17H1604
2 Benzoic acid, 2-propenyl ester 162 C10H1002
3 Isopropyl phenyl ketone 148 C10H120
4 2-Benzoylaminomalonic acid, mono... 237 C11H11NO5
5 Phenylglyoxylic acid, butyl ester 206 C12H1403

Abundance Scan 2269 (16.334 min): BP009213.D\data.ms (-2261) (-

019224-26-1 80
000583-04-0 59
000611-70-1 59
097045-23-3 59
1000453-46-6 58

m/z 105.00 100.00%

105.0
5000
— =
a1 162.0 5270 16.00 16.50
ob A0 L L 22T 0282.9342.0 41624750537 y/z 77.00  28.64%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #178789: 1-(Benzoyloxy)propan-2-yl benzoate
105.0
5000 o —
16.00 16.50
m/z 106.00 8.05%
0h39: 162.0 2270
\\\!‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #37591: Benzoic acid, 2-propenyl ester
105.0
— —T
16.00 16.50
5000 ITI/Z 51.00 6.52%
41. 162.0
O S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance ) #26227: I1sopropyl phenyl ketone T —
105.0 16.00 16.50
m/z 59.00 4.50%
R7.0
O e e e — T
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 n-Hexadecanoic acid

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.075 6.46 ng 728324  Phenanthrene-di10 17.175
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2565 (18.075 min): BP009213.D\data.ms (-2561) (-

m/z 73.00 100.00%

73.0
5000
213.2
T
“’ m h [t \H ?810 356.9417.0 477.9536.1 18.00
O MARARLLLLL L] L 02T 999 92 PO 0I0%02  m/z 60.00  77.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — :
18.00
} 157.0 m/z 43.05 74.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
T
18.00
5000 m/z 57.00 63.39%
171.0
0 “1 }Hm““u L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid ——
73.0 18.00
m/z 55.00 62.75%
5000
L 228.0
143.0 ‘
KR et R —
m/z--> 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\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Tetracosane

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.698 9.41 ng 1060160  Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 92
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2671 (18.698 min): BP009213.D\data.ms (-2662) (-

m/z 57.05 100.00%

57.0
5000
— = —
' ‘ 1972 18.50 19.00
obAkdLl iy A, 2001 338.24018463.1 5326 sz 71.85  77.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 T ==
18.50 19.00
m/z 43.05 63.78%
0 u J‘ ﬁ L 197.0 267.0 33\80
\\\‘\\\\‘\\\1‘\1!\‘!\\\‘\\!\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane
57.0
—— —
18.50 19.00
5000 m/z 85.05 57.65%
1
oMm?.ﬂOZ%OSSZO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- T T
57.0 18.50 19.00
m/z 41.05 28.69%
- V/Jv\\/\vdw
1
‘H"H“H“_“W‘H“H“_“w“u"H“H“_“w‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 7 Morpholine, 4-phenyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.416 132.40 ng 21008900  Chrysene-di12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 64
3 Benzamide, N-propyl- 163 C1OH13NO 010546-70-0 47
4 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 38
5 4-(Benzoyloxy)benzoic acid 242 C14H1004 028547-23-1 38

Abundance Scan 2793 (19.416 min): BP009213.D\data.ms (-2782) (-

m/z 105.00 100.00%

°

°

o

o

105.0
163.1
5000
410 19.50
o ALP L | | ,22512860344.040514655524.0 /7 163 05  5g.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000
19.50
m/z 77.00 27.94%
O \Sl\gl\.P“\‘\\J‘\‘\J\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0 1950
5000 m/z 105.95 7.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38609: Benzamide, N-propyl- —
105.0 19.50
m/z 164.05 6.54%
5000
163.0
0 417'\ A .
e e e e e —1=
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP©©9213.D

Acqg On : 18 Feb 2022 14:47

Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 8 unknownl9.516 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.516 155.51 ng 24676900 Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phemyl- 163 Clerisno 000092-53-5 78

000094-03-1 49
1000453-46-6 14
096334-43-9 14
1000453-46-3 14

2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205
3 Phenylglyoxylic acid, butyl ester 206 C12H1403
4 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S
5 Phenylglyoxylic acid, isopropyl ... 192 C11H1203

Abundance Scan 2810 (19.516 min): BP009213.D\data.ms (-2801) (- m/z 105.00 100.00%
105.0
163.1

=

5000
T \
43.0 ) 19.50
Ot b L2251 295.3355.1 429048785460 /7 163.05  83.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38614: Morpholine, 4-phenyl-
105.0
163.0
5000 —- ‘
19.50
m/z 77.00 30.16%
27.0 | | 1
O‘\\l\l\"\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate

=

105.0
163.0 19.50 |
5000 ITI/Z 164.05 9.50%
41P
0t e b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82278: Phenylglyoxylic acid, butyl ester — ‘
105.0 19.50
m/z 106.00 8.05%
5000
0 410 | 178.0
e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP020722.M Mon Feb 21 15:49:34 2022 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
BP©09213.D

: 18 Feb 2022 14:47

: CG/JU

: N1573-05

: 6 Sample Multiplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

ok ok K ok ok kK

Peak Number 9 Diethylene glycol dibenzoate

sk 3k 5k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 5k 3 5k 5k 3 5K 5k 3 5K 5k 3 5K 5k 3 5K >k 3k 5K 5k 3 5k 5k 3k 5k >k 3k >k >k 3k >k ok k >k ok Kk kK
Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.616 301.82 ng 47894100  Chrysene-di12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804 006963-16-2 83
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 83
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 83
5 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 78

Abundance Scan 2827 (19.616 min): BP009213.D\data.ms (-2816) (- m/z 149.00 100.00%
149.0
5000 77.0 A
\

\ \ T
19.50 20.00
| | 225.1287.1345.1 456.6514.2

Ofr bbb 282:2 28213451 45065142 m/z 105.05  95.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216953: Diethylene glycol dibenzoate
105.0
5000 - ——
19.50 20.00
m/z 77.05 39.73%
27.0 179.0
O\\\\i\\l‘\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance

5000

0

#197039: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, ac
149.0

=

‘ ‘ ——

19.50 20.00
m/z 150.00 10.80%
77.0

L 239.0

PR e e e e e

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

Abundance

5000

0
m/z-->

#161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m
.0

— —
149 19.50 20.00

m/z 106.05 8.14%

77.0

| 239.0

SN B S

‘ ‘ ——
0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

-

8270E-BP020722.M Mon Feb 21 15:49:35 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 10 Eicosane, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.227 14.94 ng 2371440  Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Eicosane 282 C20H42 000112-95-8 92
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2931 (20.227 min): BP009213.D\data.ms (-2925) (- m/z 57.00 100.00%
57.0
5000
‘ 2000 2050
127.1 . .
207.0 .
0m‘""“i‘J“J"L"H"‘%w“m"‘2‘?‘1"‘1‘“?"6‘@15“4"‘3;{%86;;‘5‘4?7 m/z 71.85  78.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 —r— —
20.00 20.50
m/z 43.05 61.76%
154.0
O\\l\‘\'I\\‘I\J“\J\"\\‘h\h\\z\:‘l-\l\.p\‘z\?\l\-f)\\\\‘\\\\‘H\\‘\\H‘H\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
=T —
20.00 20.50
5000 m/z 85.05 58.83%
710 aano_ne
LB B R S ot ot v
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- —r= —
57.0 20.00 20.50
m/z 41.05 24.47%
5000
LTS asmo
oLl LAl [l1 2970 2670 3370 4490 Tl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP020722.M Mon Feb 21 15:49:36 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Eicosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.857 16.90 ng 2681530  Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Tetracosane 338 (C24H50 000646-31-1 97
3 Hexacosane 366 C26H54 000630-01-3 94
4 Heptadecane 240 C17H36 000629-78-7 94
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3038 (20.857 min): BP009213.D\data.ms (-3033) (- m/z 57.05 100.00%
57.0
5000 AJPJK
i 2050 2100
207.0 281.1
o"u“‘_"“‘_uw«m"w‘53”"“3‘5"5‘1‘“‘?9“1‘4?%9‘5‘45‘“ m/z 71.65 78.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000
2050 2100
m/z 85.10 62.12%
L2 ssme a0
0\\‘\\‘\\\‘\‘\\‘\A“\'T\\‘\\\1‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
2050 2100
5000 m/z 43.05 58.55%
ol H || 1#7-0 197.0 267.0 338.0
H‘w‘H"H‘w“u‘u“_‘H‘H“_‘H“H‘_“W‘H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0 2050 2100
m/z 55.00 24.01%
5000 ﬁAJM/\AﬂVAAA
1
oL LS 2070 2670 3670
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2050 2100

8270E-BP020722.M Mon Feb 21 15:49:37 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Heptadecane, 9-octyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.427 16.42 ng 2605370  Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3135 (21.427 min): BP009213.D\data.ms (-3130) (- m/z 57.05 100.00%
57.0
—=
‘ ” 207.0 21.50
oH«_mu_quu‘m 281.0337.3394.5 47525360  p/; 71.05  78.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane
57.0
5000 1
21.50
m/z 85.05 61.81%
‘ ’ l 197.0 2g7.0 338.0
O\J\\‘\\\I\i‘\\‘\\‘1\1\\\1‘\1\“\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
—=
21.50
5000 m/z 43.05 58.70%
’ 197.0 282.0
ou‘u""J""L‘"mw""""""‘H_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- —T
57.0 21.50
m/z 55.00 23.16%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50

8270E-BP020722.M Mon Feb 21 15:49:38 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Heptacosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.033 16.32 ng 2589660  Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 99
2 Heneicosane 296 C21H44 000629-94-7 97
3 Nonadecane 268 C19H40 000629-92-5 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3238 (22.033 min): BP009213.D\data.ms (-3233) (-
57.0

5000
b LTS 2070 2311 ss13ms0 s0az
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000

H | 127-0 197.0 267.0 380.0

O‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0
5000

\‘ | 1270 1970 296.0

0 i A A A S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000

1270 197.0 268.0

m/z 57.05 100.00%

B

22.00
m/z 71.10  83.03%

%

22.00
m/z 85.10 64.86%

%

22.00
m/z 43.10 61.07%

-

22.00
m/z 55.00  24.23%

o"l,,
miz--> 50 100 150 200 250 300 350 400 450 500 550

8270E-BP020722.M Mon Feb 21 15:49:39 2022

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Heneicosane, 11-pentyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.710 11.16 ng 2023100  Perylene-d12 23.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90

Abundance Scan 3353 (22.710 min): BP009213.D\data.ms (-3348) (- m/z 57.10 100.00%
57.1
7. 22:50 23.00
264.1 : .
oMWMMww_m‘“?’55"1““"?‘2‘-““”‘59‘2c7w m/z 71.05  79.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 A= e
22.50 23.00
m/z 85.10 62.77%
L ‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0
= =
22.50 23.00
5000 m/z 43.10 57.75%
224.0
3.0 295.0
oH‘_}‘Mme"wHJMm?‘?‘l‘gwwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- T —
57.0 22.50 23.00
m/z 55.00 23.31%
B WJL\N\
127.0
ol LIPS 200 0903660 i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

8270E-BP020722.M Mon Feb 21 15:49:39 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Dotriacontane, 1-iodo-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.462 9.84 ng 1784530  Perylene-di12 23.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3481 (23.463 min): BP009213.D\data.ms (-3476) (-
57.1

5000

127.1
0 ‘ ”Hu 207.0 2810 3654 4750 549.
AL T S 3004 475.0 949

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

Abundance #262017: Heptadecane, 9-octyl-
57.0
5000
1 239.0
O\\J‘\}\\\“\F\J\H‘H\\\[!\\T‘\\z\g\e‘\q\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000
o] ‘ J | ” h ‘ \ \19\7\0‘ 267.0 337.0 44.90
e RAR e e

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

m/z 57.10 100.00%

-

23.50
m/z 71.10  81.26%

i

23.50
m/z 85.10 62.75%

-

23.50
m/z 43.05 57.18%

-

Abundance #314331: Triacontane
57.0 23.50
m/z 55.00 23.75%
ob LTl a7 2070 za70 4220 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50

8270E-BP020722.M Mon Feb 21 15:49:42 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Octacosane

R.T. EstConc Area Relative to ISTD R.T.
24.333 9.02 ng 1636630  Perylene-d12 23.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 97
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 95
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 94
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
5 11-Methylpentacosane 366 C26H54 015689-71-1 93

Abundance Scan 3629 (24.333 min): BP009213.D\data.ms (-3624) (-
57.1

5000
1
0 ‘JH .H1 197,2 267.0 355.1414.3476.0536.1
i A R A R
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000
ol L1 2470 197.0 281.0 394.0
\\1\‘\T\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Concentration Rank 14

m/z 57.10 100.00%

-

24.00 24.50
m/z 71.10 81.97%

-

24.00 24.50
m/z 85.10 61.13%

%

Abundance #261135: Hexadecane, 1-iodo-
57.0
24.00 24.50
5000 m/z 43.10 59.86%
i
0 """‘Hm""‘u"""‘“35‘2‘-9",w_m,w_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- — —
57.0 24.00 24.50
m/z 55.05 25.55%
h M\]L\/
OIW197026703370‘4490‘ B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

8270E-BP020722.M Mon Feb 21 15:49:45 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9213.D

Acqg On : 18 Feb 2022 14:47
Operator : CG/JU

Sample : N1573-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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|
Phenol, 4-(1,1-... 13.263 15.3 ng 1339790 3 14.410 1757240 20.0
9,12-Octadecadi... 15.598 12.6 ng 1105360 3 14.410 1757240 20.0
9-Octadecenoic ... 15.651 17.8 ng 1565890 3 14.410 1757240 20.0
1-(Benzoyloxy)p... 16.334 6.2 ng 693242 4 17.175 2253190 20.0
n-Hexadecanoic ... 18.075 6.5 ng 728324 4 17.175 2253190 20.0
Tetracosane 18.698 9.4 ng 1060160 4 17.175 2253190 20.0
Morpholine, 4-p... 19.416 132.4 ng 21008900 5 21.274 3173640 20.0
unknown19.516 19.516  155.5 ng 24676900 5 21.274 3173640 20.0
Diethylene glyc... 19.616 301.8 ng 47894100 5 21.274 3173640 20.0
Eicosane, 10-me... 20.227 14.9 ng 2371440 5 21.274 3173640 20.0
Eicosane 20.857 16.9 ng 2681530 5 21.274 3173640 20.0
Heptadecane, 9-... 21.427 16.4 ng 2605370 5 21.274 3173640 20.0
Heptacosane 22.033 16.3 ng 2589660 5 21.274 3173640 20.0
Heneicosane, 11... 22.710 11.2 ng 2023100 6 23.657 3627160 20.0
Dotriacontane, ... 23.462 9.8 ng 1784530 6 23.657 3627160 20.0
Octacosane 24.333 9.0 ng 1636630 6 23.657 3627160 20.0
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