LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037552.D

Aca On : 25 Oct 2018 19:37

Operator : JU/SJ

Sample : J5639-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\HPCHEMI\BNA G\METHODS\8270-BG101818.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 heiaht area % max. total
1 3.766 77 81 96 rBv 41476 78386 2.10% 0.304%
2 5.182 317 322 331 rBV 54636 89376 2.39% 0.347%
3 5.646 391 401 411 rBV 1175797 1959809 52.43% 7.609%
4 7.250 665 674 685 rBY 1256561 2472643 66.15% 9.600%
5 7.632 731 739 747 rBV 1146083 2054192 54.95% 7.975%
6 8.102 812 819 832 rBV 195897 351168 9.39% 1.363%
7 8.425 867 874 884 rVB 793834 1446468 38.70% 5.616%
8 9.283 1011 1020 1028 rBV 740549 1364372 36.50% 5.297%
9 10.922 1292 1299 1307 rBV 289796 533255 14.27% 2.070%
10 13.360 1704 1714 1722 rBVY 1793751 2926392 78.29% 11.362%

11 14.177 1847 1853 1859 rBvV 263029 408261 10.92% 1.585%
12 14.735 1942 1948 1955 rvv2 502342 841989 22.52% 3.269%
13 14.800 1955 1959 1966 rVB2 43813 70734 1.89% 0.275%
14 15.775 2121 2125 2132 rVB2 30439 52523 1.41% 0.204%
15 16.222 2194 2201 2214 rBV 1572866 2478926 66.32% 9.624%

16 16.686 2277 2280 2287 rVB4 21115 38024 1.02% 0.148%
17 16.833 2301 2305 2311 rVB2 75416 105120 2.81% 0.408%
18 17.485 2406 2416 2420 rBV 613859 1052961 28.17% 4.088%
19 17.520 2420 2422 2430 rVB2 121092 170352 4_56% 0.661%

20 17.585 2430 2433 2436 rBvV 36768 55369 1.48% 0.215%
21 18.231 2540 2543 2552 rVB4 38846 63416 1.70% 0.246%
22 18.337 2557 2561 2566 rVv4 105644 174878 4.68% 0.679%
23 18.390 2567 2570 2578 rVB3 44053 82374 2.20% 0.320%
24 18.819 2640 2643 2646 rBV3 28830 42787 1.14% 0.166%
25 19.071 2682 2686 2694 rBV4 34784 73656 1.97% 0.286%
26 19.183 2701 2705 2713 rVB3 52466 80145 2.14% 0.311%
27 19.524 2759 2763 2769 rVB 157583 247705 6.63% 0.962%
28 19.606 2774 2777 2779 rBV3 31482 42100 1.13% 0.163%
29 19.724 2794 2797 2802 rVB 53770 68315 1.83% 0.265%

30 19.894 2822 2826 2833 rVB 145870 223280 5.97% 0.867%

31 20.082 2852 2858 2867 rBV 2769781 3738082 100.00% 14.513%
32 20.993 3011 3013 3018 rVB3 32969 37607 1.01% 0.146%
33 21.375 3074 3078 3092 rVB4 99771 245639 6.57% 0.954%
34 21.762 3137 3144 3151 rBV 570562 1032567 27.62% 4._.009%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037552.D

Aca On : 25 Oct 2018 19:37

Operator : JU/SJ

Sample : J5639-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 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-BG101818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 23.255 3395 3398 3407 rVB3 29255 54560 1.46% 0.212%

36 25.100 3701 3712 3726 rVB2 318823 999355 26.73% 3.880%

Sum of corrected areas: 25756786
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037552.D

Aca On : 25 Oct 2018 19:37

Operator : JU/SJ

Sample : J5639-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG037552.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037552.D

Aca On : 25 Oct 2018 19:37

Operator : JU/SJ

Sample : J5639-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
Quant Title : 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 (S)-(+)-1,2-Propanediol Concentration Rank 5

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

3.77 4_.46 ng 78386 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 82 (3.772 min): BG037552.D (-77) (-) m/z 45.00 100.00%
45
5000
304 5 5761 g6 340 3.60 3.80 4.00 4.20
0 ||||||||4' AR M AR MR Rakod ko) ALY AR m/z 43.00 17.62%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45
5000 [rorrprrrTpr T T T T T

3.40 3.60 3.80 4.00 4.20
m/z 43.95 5.99%

0 1519 2731 3043 | 535761 75
e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #940: Propylene Glycol
45
I RAmmE B
3.40 3.60 3.80 4.00 4.20
5000 m/z 61.00 5.66%
27 31
w18 .34t s3s7Cl 76
o L ML A ———
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol R REaEE L
45 3.40 3.60 3.80 4.00 4.20
m/z 46.00 4_09%
5000
19 29
o 12351 26| 33 3942 | 535761 76
P T oo PP T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 340 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037552.D

Aca On : 25 Oct 2018 19:37

Operator : JU/SJ

Sample : J5639-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
Quant Title : 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 5.09 ng 89376 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 322 (5.182 min): BG037552.D (-317) (-) m/z 43.00 100.00%
43
59
5000
o | o 1‘|” 480 500 520 540 5.60
o Y 1 PR UPUOY 11 PSS HEMS m/z 59.00 56.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L U R
480 5.00 520 5.40 5.60
59 m/z 57.95 18.31%
o 21 37| 53 | 67 778 o1 O
O A D 0" 0 S " " A AP AN
Abundance #8344 3-Hexanol, 4-methyl-
59
480 500 520 540 5.60
5000 41 m/z 101.00 15.57%
69 87
15 \‘ 53 %8
0"w"'w'"w"'w"'w'"w"'h"'w"'w"'w"'w
m/z--> 10 20 50 60 70 80 90 100 110
Abundance #4488. Propane, 1-ethoxy-2-methyl- R e AR
31 59 480 5.00 520 5.40 5.60
m/z 41.00 9.39%
5000
41
0 25, | “\ 47 53| | 3 8r 102
m/z--> 0 20 30 40 50 60 70 8 9 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037552.D

Aca On : 25 Oct 2018 19:37

Operator : JU/SJ

Sample : J5639-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
Quant Title : 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 3 unknown7.63 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.63 116.99 ng 2054190 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 739 (7.632 min): BG037552.D (-731) (-) m/z 131.90 100.00%
132
5000 68
40 54 % 720 7.40 7.60 7.80 8.0
0 485 LT 27 “h/7 68.00  43.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
69
104
5000 AR R AR AR A

7.20 7.40 7.60 7.80 8.00
m/z 133.90 32.67%

31
0 | 1y " Lo |
,, e B
m/z--> 20 0 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132
o A a2
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 28.42%
104
66
14 27 39 51 P 77 g9 | 115 “
i e B e e AL s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl P
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 17 .54%
116
5000 98
o N 189
A IIIIII T IIIIIIIIIIIIIIIIIII IIIIIIIIII IIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037552.D

Aca On : 25 Oct 2018 19:37

Operator : JU/SJ

Sample : J5639-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
Quant Title : 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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.34 3.32 ng 174878 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2562 (18.343 min): BG037552.D (-2557) (-) m/z 73.00 100.00%
5000
18.00 18.20 18.40 18.60
0 m/z 60.00 93.07%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
41
5000 129 RSB B
83 18.00 18.20 18.40 18.60
157 1g5 213 256 m/z 43.00 83.54Y%
0=+ W'JJ'lJ'i""'l""l""l""l
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 7B
18.00 18.20 18.40 18.60
5000 129 m/z 57.00 64.51%
97 199
LG LT
olas | Wl gl 7o 4 L
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt  REaaa e R
78 18.00 18.20 18.40 18.60
m/z 41.00 64.23%
43 155
5000 129
oLt di t” um il a7 279 830 387 —
m/z--> 50 150 200 250 300 350 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037552.D

Aca On : 25 Oct 2018 19:37

Operator : JU/SJ

Sample : J5639-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
Quant Title : 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 6 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.37 4.76 ng 245639 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 1-Heptacosanol 396 C27H560 002004-39-9 87
4 Octacosanol 410 C28H580 000557-61-9 87
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 87

Abundance Scan 3077 (21.369 min): BG037552.D (-3074) (-) m/z 57.00 100.00%

g7

5000
139 167 1095 228 45 21.00 21.20 21.40 21.60
(0} m/z 43.00 73.06%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55 83
5000 LA L L L L LB L
29 111 21.00 21.20 21.40 21.60
m/z 83.00 58.63%
- T 4 I I T L I T I T T T T T T T T T I T T
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
56 83
B e S REE e
21.00 21.20 21.40 21.60
5000 11 m/z 55.00 55.89%
29 139
ol ” Mk 4 ay,167 196 224 252 280 308
B e BRI e o e o B L e LA B o B o o o o
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol A REE RS
57 97 21.00 21.20 21.40 21.60
m/z 69.00 52.00%
5000
125
29
ol | L L1534181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 21. OO 21 20 21. 40 21. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102518\
Data File : BG037552.D

Acq On : 25 Oct 2018 19:37

Operator : JU/SJ

Sample - J5639-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(S)-(+)-1,2-Propa. .. 3.77 4.5 ng 78386 1 8.10 351168 20.0
2-Pentanone, 4-hy... 5.18 5.1 ng 89376 1 8.10 351168 20.0
unknown7 .63 7.63 117.0 ng 2054190 1 8.10 351168 20.0
n-Hexadecanoic acid 18.34 3.3 ng 174878 4 17.49 1052960 20.0
Cyclohexadecane 21.37 4.8 ng 245639 5 21.76 1032570 20.0
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