LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051117\
Data File : BMO10005.D
Aca On : 12 May 2017 03:30 Instrument :
Operator : SJ/MA EFAﬁg el

- - lentosampleld :
a?zgle : 13079-02 LF017MW005-170509
ALS Vial : 20 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:\HPCHEM1I\BNA M\METHODS\8270-BM051117.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 4.416 221 226 235 rVB 357288 531975 8.16% 1.836%
2 4.893 302 307 314 rBV 273500 395251 6.07% 1.364%
3 5.351 379 385 397 rBV 850349 1275456 19.57% 4.402%
4 5.469 400 405 414 rvB2 34941 66740 1.02% 0.230%
5 6.939 649 655 668 rBV 575637 989290 15.18% 3.415%

7.298 709 716 731 rBV 1435353 2321397 35.63% 8.013%
7.763 789 795 806 rBV 268078 445704 6.84% 1.538%
1072099 1778242 27.29% 6.138%
8.933 987 994 1005 rBV 1123572 1885524 28.94% 6.508%
10.557 1263 1270 1279 rBV 347336 605709 9.30% 2.091%
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11 13.027 1683 1690 1699 rBV 2635477 3780948 58.03% 13.051%
12 13.880 1829 1835 1840 rBV 45430 67079 1.03% 0.232%
13 14.415 1919 1926 1934 rBV3 535519 836004 12.83% 2.886%
14 15.915 2174 2181 2195 rBV 2323874 3446486 52.89% 11.896%
15 17.168 2387 2394 2407 rBV2 706429 1095475 16.81% 3.781%

16 18.045 2539 2543 2550 rBV2 82540 119183 1.83% 0.411%
17 18.615 2633 2640 2647 rBV3 51920 82364 1.26% 0.284%
18 19.327 2756 2761 2766 rBV2 58971 93132 1.43% 0.321%
19 19.797 2835 2841 2846 rBV 5201473 6515867 100.00% 22.491%
20 21.050 3050 3054 3058 rBv4 103763 145666 2.24% 0.503%

21 21.356 3101 3106 3113 rBV 1056249 1431409 21.97% 4.941%
22 23.650 3490 3496 3505 rVB 543736 1062702 16.31% 3.668%

Sum of corrected areas: 28971603
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA M\DATA\BM051117\
BM010005 . D

12 May 2017 03:30

SJ/NA

13079-02

LFO17MWO005-170509

20 Sample Multiplier: 1
> Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_.M

le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BM010005.D

7.30
8.93
5.35

L

6.94

4.A42 4h89 7.76 10.56

0
Time-->

10.00 10.50 11.00 11.50

550 6.00 6.50

350 400 450 5.00

700 750 800 850 9.00

9.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BM010005.D
1980

13.03
15.92

14.42 11

13.88

18.62 19.33

18.04

Time-->

ok
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BM010005.D

21.36
23.65

21.05 A

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 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:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010005.D

Aca On : 12 May 2017 03:30

Operator : SJ/MA

ﬁ?ggle i 13079-02 LF017MW005-170509
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM051117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1,3-Oxathiolane Concentration Rank 3

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

4.42 23.87 ng 531975 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Oxathiolane 90 C3H60S 002094-97-5 74
2 Hvdrazinecarboxvlic acid. methvl... 90 C2H6N202 006294-89-9 59
3 Acrolein. 2-chloro- 90 C3H3CIO 000683-51-2 38
4 3-Thietanol 90 C3H60S 010304-16-2 36
5 Thiourea, methyl- 90 C2HG6N2S 000598-52-7 9

Abundance Scan 227 (4.422 min): BM010005.D (-221) (-) m/z 60.00 100.00%
60.0 90.0
45.1
5000
s1 | | 400 420 440 460 480
o VSSPWY TGS OSSN | P— m/z 90.00 84.83%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2236: 1,3-Oxathiolane
90.0
60.0
5000 45.0 400 420 440 460 480
m/z 59.00 71.72%
29.0
"'I”"I"J“""Pal“l'”'lk"W""l'”""'W
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
31.0
400 420 440 460 480
5000 15.0 45.0 90.0 m/z 45.10 66.97%
59.0
LS I LA JURLELELE UL FURLELE S SURLLELS SURLELELS SRR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2207: Acrolein, 2-chloro- e EEaar m RS L
90.0 4.00 4.20 4.40 4.60 4.80
m/z 61.00 25.95%
5000 62.0
53.0 M\ ‘
miz--> 0 20 30 40 50 6 70 8 90 400 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010005.D

Aca On : 12 May 2017 03:30

Operator : SJ/MA

ﬁ?ggle i 13079-02 LF017MW005-170509
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM051117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.89 17.74 ng 395251 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 12
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 307 (4.893 min): BM010005.D (-302) (-) m/z 43.05 100.00%
43.0
5000
ot 460 480 5.00 520
60.1 : : : :
...,....','-..:i....8,3.‘.’..,|....,....,.... 2229 Tm/z 59.10  56.35%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
460 4.80 5.00 5.20
m/z 101.10 18.23%
260 | 600 830010
m/z--> 20 45 60 80 100 120 140 160 180 200 220
Abundance
43.0
460 480 5.00 520
5000 m/z 58.10 14 .53%
101.0
15.0 60.0  84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4036: Butyl aldoxime, 3-methyl-, syn-
59.0 460 4.80 5.00 5.20
m/z 41.10 9.87%
41.0
5000
8?0
‘\ m i
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010005.D

Aca On : 12 May 2017 03:30

Operator : SJ/MA

ﬁ?ggle i 13079-02 LF017MW005-170509
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM051117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown5.47 Concentration Rank 5

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

5.47 2.99 ng 66740 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazole-4-carboxvlic acid. 2-met... 127 C5H5NO3 023012-17-1 32
2 Benzene. l-methoxv-3-(2.2-dicvan... 184 C11H8N20 002972-72-7 28
3 Benzene. l-methoxv-4-(2.2-dicvan... 184 C11H8N20 002826-26-8 17
4 Cis-1-(2-furvD)-2-phenvlcvclopro... 184 C13H120 039763-89-8 9
5 Anthracene, hexahydro- 184 C14H16 074753-28-9 9

Abundance Scan 405 (5.469 min): BM010005.D (-400) (-) m/z 42.95 100.00%
43.0
184.0
5000 126.9
| 160.0 520 540 560 580
L e I e e L m/z 184.00 68.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11344: Oxazole-4-carboxylic acid, 2-methyl-
43.0
127.0
5000 RN RN LS IR
520 5.40 5.60 5.80
99. m/z 126.90 42 .00%
68.0 85.0
||||||||“l‘l‘|‘l“‘|“||l“i:|“|M|||‘|||‘||||l||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
184.0
1140 "Th Sk sk sk
5000 156.0 m/z 42.10 36.30%
300 630 880 141.0
15.0
miz-> 20 40 60 80 100 120 140 160 180
Abundance #45343: Benzene, 1-methoxy-4-(2,2-dicyanoethenyl)
184.0 520 5.40 5.60 5.80
m/z 140.90 19.07%
5000
114.0
141.0
39‘.0 63‘.0 85‘3.0 ‘ ‘ 16?.0 |
L 1 1l i 1 | | ! L i
miz--> 20 40 60 80 100 120 140 160 180 5.0 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010005.D

Aca On : 12 May 2017 03:30

Operator : SJ/MA

ﬁ?ggle i 13079-02 LF017MW005-170509
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM051117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.30 Concentration Rank 1

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

7.30 104.17 ng 2321400 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 716 (7.298 min): BM010005.D (-709) (-) m/z 132.00 100.00%
132.0
68.1
5000
96.1 L L LS UL R
40|'O 54.0 M 84.9 | 1 700 7.20 7.40 7.60
rerrrrrprerrprer bbbl ol 849 L3071l "m/z 68.10 64.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 U L LR I R
7.00 7.20 7.40 7.60
m/z 66.10 46.46%
150 280 390 520 %30 770 900 1040, |
miz--> "15"'25"'3'6"215"55'"e'o""7'0""sb'"'g'o"'1'66"1'16"1'56"1':&0"1’«3'
Abundance
132.0
R AR LS AR R
7.00 7.20 7.40 7.60
5000 67.0 m/z 134.00 32.20%
44.0 103.0
wwmwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine L ma Ea ma
132.0 7.00 7.20 7.40 7.60
69.0 m/z 69.10 30.17%
104.0
5000
310  5L0 ‘
| P H l !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010005.D

Aca On : 12 May 2017 03:30

Operator : SJ/MA

ﬁ?ggle i 13079-02 LF017MW005-170509
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM051117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.04 2.18 ng 119183 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 58
3 Lactose 342 C12H22011 000063-42-3 53
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2542 (18.039 min): BM010005.D (-2539) (-) m/z 60.10 100.00%
60.1
5000
3910 17.80 18.00 18.20 18.40
m/z 73.10 90.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 LB S BN BRI B
ﬂmmmmmmm
97.0 m/z 43.00 89.25%
L
f A
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
430 730
17.|80 18.|00 18.|20 18.|40
5000 m/z 41.10 76.25%
129.0
97.0 171.0 214.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #137740: Lactose R R mE R e
17.80 18.00 18.20 18.40
m/z 55.05 55.51%
5000
163.0 191.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17|80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010005.D

Aca On : 12 May 2017 03:30

Operator : SJ/MA

ﬁ?ggle i 13079-02 LF017MW005-170509
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM051117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 7 Cyclotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.05 2.04 ng 145666 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 89
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 83
3 1-Tetracosanol 354 C24H500 000506-51-4 72
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 70
5 1-Tetradecene 196 C14H28 001120-36-1 64

Abundance Scan 3054 (21.050 min): BM010005.D (-3050) (-) m/z 43.10 100.00%

1

5000

327.0355.0 20.80 21.00 21.20 21.40
m/z 83.10 79.03%

m/z--> 50 100 150 200 250 300 350
Abundance #53622: Cyclotetradecane
55.0
5000

20.80 21.00 21.20 21.40
‘ 111.0 m/z 55.10 78 .48%
i

270” h }390168019?0
| 1 i |
— — —— e —————
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
83'0 IIIIIIIIIIIIIIIIIIIIIII
20.80 21.00 21.20 21.40
5000 m/z 41.05  75.24%
111.0
27.0
139.0168.0196.0224.0252.0
R e A me
m/z--> 50 100 150 200 250 300 350
Abundance #142901: 1-Tetracosanol A B B o e
43.0 20.80 21.00 21.20 21.40
m/z 69.05 74.86%
5000 83.0
111.0
1slo, f; |l | J| | | 140.0168.0196.0 238.0266.0 308.0336.0
e e e A A i v
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO51117\

Data File : BM0O10005.D

Acq On : 12 May 2017 03:30

Operator : SJ/MA

3?22'6 i 13079-02 LFO17MWO005-170509
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1,3-Oxathiolane 4.42 23.9 ng 531975 1 7.76 445704 20.0
2-Pentanone, 4-hy... 4.89 17.7 ng 395251 1 7.76 445704 20.0
unknown5 .47 5.47 3.0 ng 66740 1 7.76 445704 20.0
unknown7 .30 7.30 104.2 ng 2321400 1 7.76 445704 20.0
n-Hexadecanoic acid 18.04 2.2 ng 119183 4 17.17 1095480 20.0
Cyclotetradecane 21.05 2.0 ng 145666 5 21.36 1431410 20.0
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