LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021520.D

Acqg On : 15 Aug 2024 19:20

Operator : RC/JU

Sample : P3582-04 :
Misc : S-855-J-S0O-3-3.5-081224

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_ P\Methods\8270E-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@21520.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.028 3 7 26 rVB 2975778 4621370 34.99% 5.194%
2 3.546 90 95 102 rBV 262473 357700 2.71% 0.402%
3 4.934 325 331 338 rVB 208608 304585 2.31% 0.342%
4 5.393 402 409 420 rBV 4438933 6676456 50.55% 7.503%
5 6.957 667 675 686 rBV 4245113 6961094 52.70% 7.823%

.805 811 819 825 rBV 1559562 2549109 19.30% 2

.946 1004 1013 1025 rBV 2425253 4267585 32.31% 4

.504 1102 1108 1115 rBV 86054 133567 1.01% ©.150%
3
0

O 00

10.593 1283 1293 1300 rBV 2098893 3484550 26.38%
10 11.322 1410 1417 1427 rBV 296618 553617 4.19%

11 13.051 1704 1711 1722 rBV 5967850 8970461 67.91% 10.081%
12 14.439 1938 1947 1953 rBV 3057962 4626055 35.02%
13 14.675 1984 1987 1992 rVB 125085 168835 1.28%
14 15.945 2191 2203 2211 rBV 4692680 6890190 52.16%

aON O UV
N
N
B
R

15 17.228 2415 2421 2426 rBV 3592666 5514515 41.75% 197%
16 17.275 2426 2429 2435 rVB 223137 319811 2.42% 0.359%
17 17.363 2437 2444 2450 rVB 96680 166385 1.26% ©.187%
18 18.175 2571 2582 2591 rBV2 520616 1028726 7.79%  1.156%
19 19.351 2777 2782 2790 rBV 932815 1253751  9.49%  1.409%
20 19.504 2803 2808 2818 rBV2 355769 619690 4.69% 0.696%
21 19.727 2837 2846 2854 rBV 699286 1273814 9.64%  1.432%

22 19.951 2876 2884 2895 rVB 9230860 13208803 100.00% 14.845%

23  20.245 2931 2934 2942 rVB 129229 197002 1.49% 0.221%
24 21.363 3120 3124 3131 rVB4 367463 574912 4.35% 0.646%
25 21.621 3164 3168 3171 rBV 296508 468660 3.55% 0.527%
26 21.680 3171 3178 3183 rVV2 3888622 6762103 51.19% 7.600%
27 21.721 3183 3185 3196 rVB 433980 640395 4.85% 0.720%
28 23.910 3551 3557 3564 rVB 416926 822999  6.23% 0.925%
29 23.998 3566 3572 3579 rBV 195835 576709 4.37%  0.648%
30 25.086 3746 3757 3768 rBV 1748596 4986261 37.75% 5.604%

Sum of corrected areas: 88979710
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021520.D

Acqg On : 15 Aug 2024 19:20

Operator : RC/JU

Sample : P3582-04 :
Misc : S-855-J-S0O-3-3.5-081224

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP021520.D\data.ms
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Abundance TIC: BP021520.D\data.ms
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60000003051
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Abundance TIC: BP021520.D\data.ms
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\

BP©21520.D
: 15 Aug 2024 19:20
: RC/JU
: P3582-04
: 7 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

S-855-J-S0O-3-3.5-081224

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.028 36.26 ng 4621370 1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (3.028 min): BP021520.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
‘ ’ ‘ 3.103.203.303.40
ob ALl 1331 22112788 364.0422148035383 1" 4310 27.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 LN R RN RN RN
3.103.203.303.40
m/z 87.10 26.10%
O\\mu“lu\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R R ARARREERES
3.103.203.303.40
5000 m/z 55.05 20.80%
o\H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- T
73.0 3.103.203.303.40
m/z 71.10 11.04%
5000 j\
0HHM“‘\m\‘\\u‘\\\\‘\\\\‘u\\‘\u\‘\m‘\m‘\m‘uu‘\ R RS ENEaE S SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP©21520.D

Acqg On : 15 Aug 2024 19:20

Operator : RC/JU

Sample : P3582-04

Misc

ALS vial : 7 Sample Multiplier: 1

S-855-J-S0O-3-3.5-081224

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 2 Propylene Glycol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.546 2.81 ng 357700 1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 37
5 2-Heptanol 116 C7H160 000543-49-7 9
Abundance  Scan 95 (3.546 min): BP021520.D\data.ms (-90) (-) m/z 45.10 100.00%

45.1
5000
L

3.20 3.40 3.60 3.80
ol 2101 21602808 39234533 5259  m/z 43.e5 19.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1083: Propylene Glycol
45.0

5000 BNUANINANEE
3.20 3.40 3.60 3.80
m/z 61.05 8.15%
0\”MHJH‘M‘H\H‘W‘H‘M‘H\H‘W‘H‘M‘H\H‘W‘H‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1091: R-(-)-1,2-propanediol
45.0
3&03&03%0350 ’
5000 m/z 44.05 5.59%
0\wJHJH*M*H\H*W*Hw*H*M*H\H*W*H*M*H\H*w* &NJMMWWMﬂWMWWWVVW
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342: Isopropyl Alcohol R R
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.69%

l “\ I b\m

R T
miz--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP©21520.D

Acqg On : 15 Aug 2024 19:20

Operator : RC/JU

Sample : P3582-04

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

S-855-J-S0O-3-3.5-081224

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4.934 2.39 ng 304585 1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 Succinic acid, 2-methoxyethyl te... 372 C21H4005 1000325-81-3 36
3 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 16
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 12

Abundance Scan 331 (4.934 min): BP021520.D\data.ms (-325) (-) m/z 43.05 100.00%
43.0
5000
101.1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
1 ‘ 4.60 4.80 5.00 5.20
obdbit 20692671 354.9 4579 5415 /7 59.05  60.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L B I IR B
4.60 4.80 5.00 5.20
m/z 101.10 25.27%
101.0
O\\”\“\“ \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281263: Succinic acid, 2-methoxyethyl tetradecyl ester
59.0
R
4.60 4.80 5.00 5.20
5000 ITI/Z 58.10 24.09%
159.0
ol4 ‘Mw“‘}" bk 2260 2060
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5056: Propane, 1-ethoxy-2-methyl- e S ARRERNEERE
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.63%
5000
oHJ“‘Hm“mW‘H‘m"HH‘m“HHWHWH‘MW Eana
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021520.D

Acqg On : 15 Aug 2024 19:20

Operator : RC/JU

Sample : P3582-04 :
Misc : S-855-J-S0O-3-3.5-081224

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.322 3.18 ng 553617 Naphthalene-d8 10.593
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
Abundance Scan 1417 (11.322 min): BP021520.D\data.ms (-1410) (| m/z 94.05 100.00%
94.0
5000 /\\
| 152.1 1100 11550
oh35@ULLL | 2658 3674 4725 549. .7 05 24.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
11. OO 11 50
152.0 m/z 78.05 14.31%
O‘\:B\J\T‘l\“ﬂJ!‘l\}IW“L‘Y\\J\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
11. OO 11.50
5000 m/z 108.10 12.72%
152.0
Olmull,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30136: 1-Propanol, 2-phenoxy-
94.0 11. OO 11 50
m/z 152.05 11.69%
5000
152.0
31.0 ‘ ‘ \
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021520.D

Acqg On : 15 Aug 2024 19:20

Operator : RC/JU

Sample : P3582-04 :
Misc S-855-J-S0O-3-3.5-081224

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.175 3.73 ng 1028730  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 2582 (18.175 min): BP021520.D\data.ms (-2571) (- m/z 73.00 100.00%

73.0
5000

9132 — —
m" ‘ 18.00 18.50
ur ﬂﬂ“‘\\\\A"H%Z3333%?H‘4¥4§‘ﬂ99§§4% m/z 60.00 73.22%

I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0

5000 — o
18.00 18.50

} 157.0 m/z 43.05 60.87%
V ‘“\ JI

1l\l‘f‘\‘\\“\‘\\‘\\J\“\l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid

73.0

T
18.00 18.50

o

o

5000 m/z 55.05 56.34%
H 1850  284.0
0 ‘iu‘ gyuﬂﬁhxu“ H““‘ﬂw“““‘w‘““‘H“““w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid o e
73.0 18.00 18.50

m/z 57.10 53.94%

5000
143.0 242.0 #\Jm
“ | H'L h‘\ il \ |, ‘ ‘ ‘

O b it . ——
miz--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021520.D

Acqg On : 15 Aug 2024 19:20

Operator : RC/JU

Sample : P3582-04 :
Misc : S-855-J-S0O-3-3.5-081224

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 unknown23.910 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.910 3.30 ng 822999  Perylene-di2 25.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-(5-Hydroxy-4-methylidenecycloh... 378 C21H3802Si2 1000495-91-4 18
2 Glutaric acid, monoamide, N,N-di... 353 C22H27NO3 1000360-23-0 14
3 Glutaric acid, monoamide, N,N-di... 451 C29H41NO3 1000360-23-9 14
4 13-Methyl-9-ox0-2-oxa-4,10-diaza... 305 C13H11N304S 1000410-02-0 14
5 1'H-Cholesta-2,4,6-trieno[3,2-b]... 469 C34H47N 038389-25-2 14
Abundance Scan 3557 (23.910 min): BP021520.D\data.ms (-3551) (- m/z 197.10 100.00%
197.1
469.2
3131
5000
1351
——
255 1 391.1 24.00
rolull
0 "N“w““mﬂ““““L‘L“Aw"\“w“m‘H“‘meu‘“ “wm_)w?@?-‘l‘ m/z 469.20  80.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #286138: 6-(5-Hydroxy-4-methylidenecyclohex-2-en-1-yl
197.0
73.0
5000 1
24.00
m/z 313.10 55.46%
0 o] 135.0 \ 288.0 378.0
\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262742: Glutaric acid, monoamide, N,N-di(4-methylpher
197.0
7
24.00
5000 m/z 149.00 41.06%
115.0
294.0
43.0 ‘ 353.0
TN SO 1 SRR o i —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #325953: Glutaric acid, monoamide, N,N-di(4-methylphe e
197.0 24.00
m/z 195.10 35.82%
5000
115.0
43.0 294.0 451.0
] i T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021520.D

Acqg On : 15 Aug 2024 19:20

Operator : RC/JU

Sample : P3582-04 :
Misc : S-855-J-S0O-3-3.5-081224

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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... 3.028 36.3 ng 4621370 1 7.805 2549110 20.0
Propylene Glycol 3.546 2.8 ng 357760 1  7.805 2549110 20.0
2-Pentanone, 4-... 4.934 2.4 ng 304585 1 7.805 2549110 20.0
1-Phenoxypropan... 11.322 3.2 ng 553617 2 10.593 3484550 20.0
n-Hexadecanoic ... 18.175 3.7 ng 1028730 4 17.227 5514520 20.0
unknown23.910 23.910 3.3 ng 822999 6 25.086 4986260 20.0
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