LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\

Data File : BG038532.D

Aca On : 13 Dec 2018 14:46 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22Ie : J6275-04 BF-04-120418

ALS Vial : 28 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-BG121218 .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 3.177 11 15 24 rVB 166603 239185 11.58% 2.390%
2 5.139 343 349 356 rVB2 24785 40664 1.97% 0.406%
3 5.603 421 428 440 rBV 444371 737271 35.70% 7.368%
4 7.213 693 702 716 rBV 448255 872274 42.24% 8.717%
5 7.583 757 765 777 rBV 429656 762152 36.91% 7.616%

8.059 838 846 853 rBV 68972 121097 5.86% 1.210%
8.382 893 901 910 rVvB 319281 568573 27.53% 5.682%
9.234 1038 1046 1058 rBV 280301 515046 24.94% 5.147%
10.880 1318 1326 1336 rBV 90476 170873 8.27% 1.708%
13.312 1733 1740 1752 rBV 707141 1130752 54.76% 11.300%

=
QO ~NO®

11 14.140 1875 1881 1889 rBV 69448 108935 5.28% 1.089%
12 14.693 1969 1975 1983 rBvV2 156311 256370 12.42% 2.562%
13 16.185 2222 2229 2239 rBV2 649294 1020947 49.44% 10.203%
14 17.442 2436 2443 2451 rBV 236408 361497 17.51% 3.613%

15 18.300 2584 2589 2599 rBV2 33385 56255 2.72% 0.562%
16 19.569 2799 2805 2809 rBV3 14589 21488 1.04% 0.215%
17 20.045 2879 2886 2894 rBV 1529586 2064961 100.00% 20.636%
18 21.314 3098 3102 3112 rBV3 16986 33921 1.64% 0.339%
19 21.720 3164 3171 3180 rBV 247438 428408 20.75% 4.281%
20 22.519 3293 3307 3308 rBV10 18729 60750 2.94% 0.607%

21 25.016 3714 3732 3747 rVB 142493 435295 21.08% 4 _350%

Sum of corrected areas: 10006714

8270-BG121218.M Thu Dec 13 17:30:04 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038532.D

Aca On : 13 Dec 2018 14:46

Operator : JU/SJ

Sample : J6275-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038532.D

1400000
1200000
1000000

800000

600000
5.60 7.21 758
400000

8.38 9.23

2000008:18 Loss
5.14 8.06 '

R IR R L L B N o 1 SRR EEMERURSMLSUE

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG038532.D

20,05
1400000

1200000
1000000

800000 1331
16.19

600000

400000

17.44 21.72
200000 14.69

14.14

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: BG038532.D

1400000

1200000

1000000

800000

600000

400000

200000 25.02

N L LS - i - il .- i ii° il A i -

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038532.D

Aca On : 13 Dec 2018 14:46

Operator : JU/SJ

Sample : J6275-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 39.50 ng 239185 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 16 (3.183 min): BG038532.D (-11) (-) m/z 73.00 100.00%
73.0
5000 430
55.0 87.0
] 3.20 3.30 3.40 3.50 3.60
S 8 1 R ' P — m/z 43.00 51.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HUAS AN AR R AR AR
43.0 3.20 3.30 3.40 3.50 3.60
- 550 87.0 m/z 55.00 34.58%
29.0
Ot ”....JH..”':”. I B e I I
I I I I T I [ I I | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 55.0 87.0 3.20 3.30 3.40 3.50 3.60
5000 ' m/z 87.00 28.60%
29.0
15\'0 M\ ‘ | ‘ L “\ \H\ , 97.0
e L S U S UL S UL SULIULS UL I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73.0 3.20 3.30 3.40 3.50 3.60
m/z 41.00 15.80%
5000 59.0
87.0
29.0 102.0
e L S U U UL S I SULIULS UL I B HUAS AN RN UL UL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038532.D

Aca On : 13 Dec 2018 14:46

Operator : JU/SJ

Sample : J6275-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

5.14 6.72 ng 40664 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 25
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 349 (5.139 min): BG038532.D (-343) (-) m/z 43.00 100.00%
43.0
59.0
5000
| mo P 4h0 sbo 520 540
o USSP MBS UMD NSNS - m/z 59.00 56.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LN L
59.0 480 500 520 540
m/z 101.00 15.02%
31.0 g30 1010
0'“l“'w'”Tﬂ'“T“'w'”'w'“l”'w““w'“'m'”l“'w'“'w“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540
5000 m/z 58.00 13.01%
41.0
29.0 101.0
0'“w'“w'mﬂ“““mhl““i““rﬁq'ﬁqp“'w'“w'“w'“'w“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14333: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester
54.0 480 5.00 5.20 5.40
m/z 41.00 9.03%
43.0
5000
31.0
ol 150 1 _ 700 890 1030 1170 1330
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038532.D

Aca On : 13 Dec 2018 14:46

Operator : JU/SJ

Sample : J6275-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.58 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.58 125.88 ng 762152 1,4-Dichlorobenzene-d4 8.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 764 (7.577 min): BG038532.D (-757) (-) m/z 131.90 100.00%

131.9
5000 68.0
200 %0 75 Tk ko 7ho 850
o} : o m/z 68.00 42 _.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR AR RAAAR AR

7.20 7.40 7.60 7.80 8.00
m/z 66.00 32.90%

31.0 510
0 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
L mam
74.0 7.20 7.40 7.60 7.80 8.00
5000 980 1160 m/z 133.90 32.38%
S SNSSSNSSSEN MOS0 ¥ N e
m/z--> 20 40 100 120 140 160 180
Abundance #14503. lH Benzimidazole, 2-methy!- s o R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 19.34%
5000

15.0 3?0 I 63“\0 760 Ly 10\40 ‘

m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7. 60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038532.D

Aca On : 13 Dec 2018 14:46

Operator : JU/SJ

Sample : J6275-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.11 ng 56255 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 14
Abundance Scan 2589 (18.300 min): BG038532.D (-2584) (-) m/z 73.00 100.00%
43.0 | 73.0
5000 129.0 2131
97.0
185.0
157.0 18.00 18.20 18.40 18.60
0 AL m/z 60.00 98.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L SRR BRI IR I
83.0 18.00 18.20 18.40 18.60
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.00  94.74%
A
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 55.00 87 .03%
oL bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 18.00 18.20 18.40 18.60
m/z 41.00 71.20%
5000 129.0
0 .1.5.(,). ‘a‘. .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038532.D

Aca On : 13 Dec 2018 14:46

Operator : JU/SJ

Sample : J6275-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown22.52 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.52 2.84 ng 60750 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. octahvdr... 206 C15H26 013567-54-9 35
2 6-1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 35
3 2-(4a.8-Dimethvl-6-0x0-1.2.3.4.4... 234 C15H2202 1000190-21-8 27
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 25
5 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 22
Abundance Scan 3307 (22.519 min): BG038532.D (-3293) (-) m/z 95.00 100.00%
69.0 949.0
41.0
123.0
163.0
5000 206.9
2320 2730 ey
22.20 22.40 22.60 22.80
o} m/z 69.00 99.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66234: 1H-3a,7-Methanoazulene, octahydro-3,6,8,8-tetramet...

5000
22.20 22.40 22.60 22.80

m/z 55.00 87.76%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
95.0
123.0 22.20 22.40 22.60 22.80

5000 41.0 67.0 m/z 41.00 77 .94%

147.0 1750

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89138: 2-(4a,8-Dimethyl-6-oxo0-1,2,3,4,4a,5,6,8a-octahydro....
41.0 95.0 1910 22.20 22.40 22.60 22.80

m/z 67.00 72 .63%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121218\
Data File : BG038532.D

Acq On : 13 Dec 2018 14:46

Operator : JU/SJ

Sample : J6275-04

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
Butane, 2-methoxy... 3.18 39.5 ng 239185 1 8.05 121097 20.0
2-Pentanone, 4-hy... 5.14 6.7 ng 40664 1 8.05 121097 20.0
unknown7 .58 7.58 125.9 ng 762152 1 8.05 121097 20.0
n-Hexadecanoic acid 18.30 3.1 ng 56255 4 17.44 361497 20.0
unknown22 .52 22.52 2.8 ng 60750 5 21.72 428408 20.0
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