LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022504.D

Aca On : 03 Sep 2019 15:53

Operator : HP/JU

Sample = K4555-02

Misc :

ALS Vial : 12 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 M\METHODS\8270-BM082919 .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 5.128 359 364 379 rBV 159464 248793 14.81% 3.834%
2 6.704 627 632 650 rBV 77367 150797 8.98% 2.324%
3 7.040 683 689 699 rBV 361717 564820 33.63% 8.704%
4 7.504 763 768 775 rBB 77134 118113 7.03% 1.820%
5 7.810 811 820 832 rBB 354725 563986 33.58% 8.692%

8.681 961 968 985 rBV 200231 394693 23.50% 6.083%
10.281 1234 1240 1249 rBV2 64492 126533 7.53% 1.950%
12.769 1657 1663 1677 rBVY 569629 920055 54.77% 14.179%
14.174 1896 1902 1913 rBB2 95188 161773 9.63% 2.493%
14.945 2028 2033 2041 rBB2 24527 40247 2.40% 0.620%

=
QO ~NO®

11 15.680 2153 2158 2178 rBB 538270 838942 49.94% 12.929%
12 16.945 2367 2373 2386 rBV 98103 172503 10.27% 2.658%
13 19.580 2816 2821 2833 rBV 1443076 1679761 100.00% 25.887%
14 21.162 3086 3090 3100 rBV 127271 226755 13.50% 3.495%
15 22.145 3254 3257 3261 rBV 16293 20985 1.25% 0.323%

16 22.627 3336 3339 3344 rVB4 21872 30183 1.80% 0.465%
17 23.350 3456 3462 3481 rBV 100025 229958 13.69% 3.544%

Sum of corrected areas: 6488897
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022504.D

Aca On : 03 Sep 2019 15:53

Operator : HP/JU

Sample = K4555-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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: BM022504.D
1400000

1200000

1000000

800000

600000

400000 7.04 7.81

8.68
6.70 7.50 10.28

200000 5.13

] L

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM022504.D
1400000 1958

1200000
1000000
800000
600000 12.77 15.68
400000

200000
14.17 16.94

14.95

Ll L & R L

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM022504.D
1400000

1200000
1000000
800000
600000
400000
200000 21.16 23.35

22.14 22.63 /l

O

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022504.D

Aca On : 03 Sep 2019 15:53

Operator : HP/JU

Sample = K4555-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 unknown7.04 Concentration Rank 1

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

7.04 95.64 ng 564820 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 12

Abundance Scan 689 (7.040 min): BM022504.D (-683) (-) m/z 132.00 100.00%
132
5000 66 /k
40 e R s s
i a7 |54 | | | 9|61C|)3 6.80 7.00 7.20 7.40
0...,....,....,....,....,....,-!-.'.'. B TANR - S PR R | m/z 66.00 45.52%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132
5000 67 RS LS RS A

6.80 7.00 7.20 7.40
m/z 68.00 44.08%

44 59 76 103
0 I1 Ll | . I
R LA s o b L e s R LR E R R R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 R R B AEEEEsmas
104 6.80 7.00 7.20 7.40
5000 m/z 134.00 34.07%
78
31 a9 51
0 1 N |
T R e R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- A L R B
56 132 6.80 7.00 7.20 7.40
m/z 69.10 23.92%
5000
27 64
Orrrrrrrr P e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022504.D

Aca On : 03 Sep 2019 15:53

Operator : HP/JU

Sample = K4555-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 3 Diethyltoluamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.95 4.98 ng 40247 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 91
2 3-(4-MethvlbenzovbDacrvlic acid 190 C11H1003 020972-36-5 78
3 Bicvclol6.3.0lundeca-1.6-dien-3-... 190 C13H180 1000164-02-3 64
4 47 -Methvlbutvrophenone 162 C11H140 004160-52-5 58
5 2,5-Pyrrolidinedione, 1-[(4-meth... 233 C12H11NO4 083039-57-0 53
Abundance Scan 2034 (14.951 min): BM022504.D (-2028) (-) m/z 119.00 100.00%
119
5000 71 91 190
43
56 | | 14.60 14.80 15.00 15.20
of L | S m/z 190.10  47.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53784: Diethyltoluamide
119
5000 91 L B SN B B
190 14,60 14.80 15.00 15.20
65 m/z 91.00 41.66%
0 25 | 77 || 105 | 132 148 162 176
miz--> A % ko o o o i
Abundance #52839: 3-(4-Methylbenzoyl)acrylic acid
119
14.60 14.80 15.00 15.20
5000 o1 m/z 71.00 41.01%
65 190
ol 14 27 3 51 |7 | 131 145 162174
miz--> B o % % e 1o o o i
Abundance #53123: Bicyclo[6.3.0]undeca-1,6-dien-3-one, 5,5-dimethyl- R e A
119 14.60 14.80 15.00 15.20
m/z 43.00 30.19%
69 190
5000
91 106
0 \ | ‘ ‘ Iy \ ! ﬂ\\ L ‘ 147 162 175
m/z--> 20 40 @ ﬁ01h @ ﬁo ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022504.D

Aca On : 03 Sep 2019 15:53

Operator : HP/JU

Sample = K4555-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 4 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.63 2.63 ng 30183 Perylene-d12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 53
3 Tetratetracontane 619 C44H90 007098-22-8 52
4 Heptacosane 380 C27H56 000593-49-7 52
5 Tetracosane 338 C24H50 000646-31-1 50
Abundance Scan 3340 (22.633 min): BM022504.D (-3336) (-) m/z 57.00 100.00%
57
5000
9I|9 148 2C|’9 267 %% " 22.40 22.60 22.80 23.00
ol m/z 43.00 73.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129491: Eicosane
57
5000
22.40 22.60 22.80 23.00
m/z 85.00 59.53%
o2 % 141 183 225 282
P S0 fs ianin Asbahieshs nease ipsn ol nalt Aain sl halbnts
Abundance #232379: Tetracosane, 11-decyl-
57
" 22.40 22.60 22.80 23.00
5000 m/z 71.00 58.18%
9
0 141 183 225255 295 337 378 420
m/z--> 55 160 150 200 250 300 350 400 450 560 séo 660
Abundance #241527: Tetratetracontane R
57 22.40 22.60 22.80 23.00
m/z 41.10 43.21%
5000
97
0 ), 4 183 225 267 309 351 393423 463 505 561591
m/z--> 55 160 150 200 250 300 350 400 450 560 séo 660 22. 40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090319\
Data File : BM022504.D

Acq On : 03 Sep 2019 15:53

Operator : HP/JU

Sample - K4555-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_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]
unknown? .04 7.04 95.6 ng 564820 1 7.50 118113 20.0
Diethyltoluamide 14.95 5.0 ng 40247 3 14.17 161773 20.0
Eicosane 22.63 2.6 ng 30183 6 23.35 229958 20.0
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