LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060920\

Data File : BG045669.D

Acq On 9 Jun 2020 18:27 Instrument :

Operator : CG/JU (B.‘,'I\!A_(tSS ol
- - lentosampleld :

a?zgle : L2930-02 S39-HSVES3-IDW01

ALS Vial : 15 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520._.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

4_.110 155 174 183 rBV4 66179 225948 5.44% 1.091%
4.192 183 188 198 rvv 53614 98354 2.37% 0.475%
rvB 819841 1430382 34.46% 6.905%
7.147 683 691 707 rBV 887162 1641318 39.54% 7.923%
7.946 820 827 836 rBV 224467 402021 9.69% 1.941%
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8.269 875 882 894 rVB 745925 1356546 32.68% 6.548%
9.109 1009 1025 1034 rBV 588406 1109011 26.72% 5.354%
10.754 1293 1305 1317 rBV 291643 576183 13.88% 2.781%
13.215 1716 1724 1738 rBV 1692474 2779816 66.98% 13.419%
14.043 1858 1865 1876 rVB 96935 154637 3.73% 0.746%

=
QO ~NO®

11 14.590 1950 1958 1966 rBV 489331 782780 18.86% 3.779%
12 16.088 2205 2213 2230 rBV 1465264 2310724 55.67% 11.155%
13 17.339 2420 2426 2432 rBV 608969 986840 23.78% 4.764%
14 19.395 2771 2776 2784 rBV2 60205 94944 2.29% 0.458%
15 19.753 2830 2837 2843 rBV 49226 88626 2.14% 0.428%

16 19.959 2865 2872 2887 rBV 2998689 4150520 100.00% 20.036%
17 21.251 3087 3092 3101 rBV 114748 201095 4._.85% 0.971%
18 21.598 3144 3151 3158 rBV 604312 1080235 26.03% 5.215%
19 23.067 3398 3401 3409 rVB5 35724 65091 1.57% 0.314%
20 23.854 3532 3535 3542 rVB3 43972 78451 1.89% 0.379%

21 24.747 3677 3687 3703 rBV2 354947 1102083 26.55% 5.320%

Sum of corrected areas: 20715605
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG060920\

Data File : BG045669.D

Acq On 9 Jun 2020 18:27

Operator : CG/JU

ﬁ?ggle i 1.2930-02 S39-HSVE3-IDWO1
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520._M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG045669.D
3000000

2500000
2000000
1500000

1000000 554 7.15 607
9.11

500000
7.95 10.75

44119

Time--> 3.50 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG045669.D
3000000 19.96

2500000

2000000
13.22

1500000 16.09

1000000

17.34 21.60
500000 14.59

21.25

14.04 19.4019.74
O e L T T T T e e e T B e i

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG045669.D
3000000

2500000
2000000
1500000
1000000

500000 24.75

23.07 23.85 J

O T T T T T T T T T T T T T T T T T e e o

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG051520.M Wed Jun 10 19:34:07 2020 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG060920\

Data File : BG045669.D

Acq On 9 Jun 2020 18:27

Operator : CG/JU

ﬁ?ggle i 1.2930-02 S39-HSVE3-IDWO1
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown4.11 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

4.11 11.24 ng 225948 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 39
2 Butanoic acid 88 C4H802 000107-92-6 39
3 9-Fluorenone, thiosemicarbazone 253 C14H11N3S 1000293-93-5 33
4 Hexanoic acid 116 C6H1202 000142-62-1 9
5 Heptanoic acid 130 C7H1402 000111-14-8 9

Abundance Scan 174 (4.110 min): BG045669.D (-155) (-) m/z 60.05 100.00%
6o
5000 j/ﬂknk
a2 ISR NRARE SRR RN LR
3.80 4.00 4.20 4.40
...,....'|i|.|..|. e e e e e e ags || M7z 73.05  43.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4246: Pentanoic acid
60
5000 "'l""l"kfr?"'l""l
3.80 4.00 4.20 4.40
41 m/z 42.05 27 .36%
"'I??"wU'J¥“"“I§7'4P?”'I""I"'W""I""I'”'I""I"'W""I"'W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
3.80 4.00 4.20 4.40
5000 m/z 41.05 21.43%
41
26 88
wmwwwwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104673: 9-Fluorenone, thiosemicarbazone
60 3.80 4.00 4.20 4.40
m/z 45.05 18.23%
5000
43
75 99 123139 163178193 220236253
IIII""IIIII IIIII""I""I""I""IIIII IR DA S B B B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG060920\

Data File : BG045669.D

Acq On 9 Jun 2020 18:27

Operator : CG/JU

ﬁ?ggle i 1.2930-02 S39-HSVE3-IDWO1
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2,3-Butanediol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.19 4.89 ng 98354 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3-Butanediol 90 C4H1002 000513-85-9 90
2 2,3-Butanediol, [S-(R*,R*)]- 90 C4H1002 019132-06-0 83
3 2,3-Butanediol, [R-(R*,R*)]- 90 C4H1002 024347-58-8 78
4 Isopropyl Alcohol 60 C3H80 000067-63-0 42
5 Formic acid, l-methylpropyl ester 102 C5H1002 000589-40-2 40

Abundance Scan 188 (4.192 min): BG045669.D (-183) (-) m/z 45.05 100.00%
45
5000
> 75 3.80 4.00 4.20 4.40 4.60
% 164 m/z 43.00 17.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2292: 2,3-Butanediol
45
5000
3.80 4.00 4.20 4.40 4.60
29 m/z 57.05 14 .58%
"w'“”i'ﬁm““'ﬂhm|'jz'“'v?ﬁ|“'%q'“l“'w'“'l“'w'“'v'“l“'w'“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
45
3.80 4.00 4.20 4.40 4.60
5000 m/z 47.05 6.65%
19 % ST 75 g0
LA AR RRAR AR RARS RRARA RERED RRARN LAR) REALE UALRN LAAR) EARAN SALA) RALR) RARAN LARR) BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2323: 2,3-Butanediol, [R-(R*,R*)]-
45 3.80 4.00 4.20 4.40 4.60
m/z 44.05 5.97%
5000
15 2 | 75 g
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 | 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060920\
Data File : BG045669.D

Acq On 9 Jun 2020 18:27

Operator : CG/JU

Sample - L2930-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG051520.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Nonadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.25 3.72 ng 201095 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
3 n-Nonadecanol - 284 C19H400 001454-84-8 92
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 3092 (21.251 min): BG045669.D (-3087) (-) m/z 69.05 100.00%
0 o7
43
5000
ll 21,00 21.20 2140 21,60
153 183210238 269 341 : : : :
kgL 718850238 209207 S 416 504 h/7 55.05  88.55%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene
43 97
69
5000 LI SO UL IR B
21.00 21.20 21.40 21.60
125 m/z 57.05 86.97%
15, | L H A \ ‘\ \\154182 210238 266
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
8 R SRR BRI IR B
21.00 21.20 21.40 21.60
5000 111 m/z 83.05 85.68%
29
140 182210 255 306
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131391: n-Nonadecanol-1 R AR A n e
55 83 21.00 21.20 21.40 21.60
m/z 97.05 83.25%
29
¥ 139163105 238266
miz-> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG060920\

Data File : BG045669.D

Acq On 9 Jun 2020 18:27

Operator : CG/JU

ﬁ?ggle i 1.2930-02 S39-HSVE3-IDWO1
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .11 4.11 11.2 ng 225948 1 7.95 402021 20.0
2 ,3-Butanediol 4.19 4.9 ng 98354 1 7.95 402021 20.0
1-Nonadecene 21.25 3.7 ng 201095 5 21.60 1080240 20.0
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